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464 qirstTprinciplesGcδlculδtionsGofGreconstructedG[WWWX∕GünzGnδnowiresUGPhysicalZReviewZBSG2007SGbaSG 3.3 56

463 TuπulδrGstructuresGofGrδ UGPhysicalZReviewZBSG2004SGadSG 3.3 56

462  toichiometricGδndGnonTstoichiometricGOXWXGWPGδndGOXXYGWPGsurfδcesGinGYsâ�� ineGδGtheoreticδlGstudyUG
SolidZStateZCommunicationsSG1999SGXXXSG[]dT[a[ 1.6 56

461 ’redictingGTwoToimensionδlGnmVnyGvδnGderG×δδlsGpTnGseterojunctionGwithG trongGtnterlδyerG
plectronGnouplingGδndGpnhδncedG’hotocurrentUGJournalZofZPhysicalZChemistryZLettersSG2018SGdSGc]cTcaY 6.4 55

460  tructurδlGpropertiesGofGδmorphousGhydrogenδtedGcδrπonUGt°UGlGmoleculδrTdynδmicsGinvestigδtionG
δndGcompδrisonGtoGexperimentsUGPhysicalZReviewZBSG1994SG]WSGabWdTabXa 3.3 55

459 rlitterGinGδGYoGmonolδyerUGPhysicalZChemistryZChemicalZPhysicsSG2015SGXbSGYaWZaT[Y 3.6 54

458  inbGsiligrδpheneeGδGnovelGdonorGmδteriδlGwithGextrδordinδryGsunlightGδπsorptionUGNanoscaleSG2016SG
cSGadd[Td 7.7 54

457  tδπilityGofGlδrgeGvδcδncyGclustersGinGsiliconUGPhysicalZReviewZBSG2002SGa]SG 3.3 54

456 zptimδlGsurfδceGfunctionδlizδtionGofGsiliconGquδntumGdotsUGJournalZofZChemicalZPhysicsSG2008SGXYcSGY[[bX[3.9 53

455 pxtensionsGofGtheGTimeToependentGoensityGqunctionδlGmδsedGTightTmindingGlpproδchUGJournalZofZ
ChemicalZTheoryZandZComputationSG2013SGdSG[dWXTX[ 6.4 51

454 TreδtmentGofGcollineδrGδndGnoncollineδrGelectronGspinGwithinGδnGδpproximδteGdensityGfunctionδlG
πδsedGmethodUGJournalZofZPhysicalZChemistryZASG2007SGXXXSG]aYYTd 2.8 51

453 oislocδtionG—elδtedG’hotoluminescenceGinG iliconUGPhysicalZReviewZLettersSG2001SGcbSG 7.4 51

452 yewGprotonGconductingGhyπridGmemπrδnesGforGsTT’pxqnGsystemsGπδsedGonGpolysiloxδnesGδndG
 zZsTfunctionδlizedGmesoporousG iTxnxT[XGpδrticlesUGJournalZofZMembraneZScienceSG2008SGZXaSGXa[TXb]9.6 50

451 tnfluenceGofGdislocδtionsGonGelectronGenergyTlossGspectrδGinGgδlliumGnitrideUGPhysicalZReviewZBSG2002SG
a]SG 3.3 50

450  tructureGδndGelδsticGpropertiesGofGδmorphousGsiliconGcδrπonGnitrideGfilmsUGPhysicalZReviewZBSG2001SG
a[SG 3.3 50
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449 zxygenGdeficiencyGinGTizYeG imilδritiesGδndGdifferencesGπetweenGtheGTiGselfTinterstitiδlGδndGtheGzG
vδcδncyGinGπulkGrutileGδndGδnδtδseUGPhysicalZReviewZBSG2015SGdYSG 3.3 49

448 zπservδtionGofGI tickIGδndGIsδndleIGintermediδtesGδlongGtheGfullereneGroδdUGPhysicalZReviewZLetters
SG2000SGc[SGY[YXT[ 7.4 49

447
°ersδtileG ingleTwδyerG odiumG’hosphidostδnnδteOttPeG trδinTTunδπleGplectronicG tructureSGpxcellentG
xechδnicδlGqlexiπilitySGδndGδnGtdeδlGrδpGforG’hotovoltδicsUGJournalZofZPhysicalZChemistryZLettersSG
2015SGaSGYacYTb

6.4 48

446 ×δterGsplittingGδndGtheGπδndGedgeGpositionsGofGTizYUGElectrochimicaZActaSG2016SGXddSGYbTZ[ 6.7 48

445 TheoreticδlGpredictionGofGtopologicδlGinsulδtorGinGternδryGrδreGeδrthGchδlcogenidesUGPhysicalZReviewZ
BSG2010SGcYSG 3.3 47

444 novδlentGfunctionδlizδtionGofGünzGsurfδceseGlGdensityGfunctionδlGtightGπindingGstudyUGAppliedZPhysicsZ
LettersSG2009SGd[SGXdZXWd 3.4 47

443 pffectGofGpolδrizδtionGonGtheGopsinGshiftGinGrhodopsinsUGYUGpmpiricδlGpolδrizδtionGmodelsGforGproteinsUG
JournalZofZPhysicalZChemistryZBSG2008SGXXYSGXX[acTbc 3.4 47

442  elfTinterδctionGδndGstrongGcorrelδtionGinGoqTmUGJournalZofZPhysicalZChemistryZASG2007SGXXXSG]abXTb 2.8 47

441 oopedGgrδphenesGδsGδnodesGwithGlδrgeGcδpδcityGforGlithiumTionGπδtteriesUGJournalZofZMaterialsZ
ChemistryZASG2016SG[SGXZ[WbTXZ[XZ 13 47

440 TimeToependentGpxtensionGofGtheGwongT—δngeGnorrectedGoensityGqunctionδlGmδsedGTightTmindingG
xethodUGJournalZofZChemicalZTheoryZandZComputationSG2017SGXZSGXbZbTXb[b 6.4 46

439 sydrogenGδndGoxygenGδdsorptionGonGünzGnδnowireseGlGfirstTprinciplesGstudyUGPhysicalZReviewZBSG
2009SGbdSG 3.3 46

438 –uδsipδrticleGenergiesGforGlδrgeGmoleculeseGlGtightTπindingTπδsedGrreenâ��sTfunctionGδpproδchUG
PhysicalZReviewZASG2005SGbXSG 2.6 46

437 oynδmicGpropertiesGδndGstructureGformδtionGofGπoronGδndGcδrπonGnitridesUGDiamondZandZRelatedZ
MaterialsSG1996SG]SGXWZXTXW[X 3.5 46

436 noexistenceGofGThreeGqerroicGzrdersGinGtheGxultiferroicGnompoundG[OnsZGP[Gy∕[xnOyZGPZG∕GwithG
’erovskiteTwikeG tructureUGChemistryZnZAZEuropeanZJournalSG2016SGYYSGbcaZTbW 4.8 46

435 ’δrδmetrizδtionGofGtheG nnToqTmGxethodGforGsδlogensUGJournalZofZChemicalZTheoryZandZ
ComputationSG2013SGdSGYdZdT[d 6.4 45

434 TheoreticδlGtnsightsGintoGnzYGlctivδtionGδndG—eductionGonGtheGlgOXXXPGxonolδyerG upportedGonGδG
ünzOWWWXPG uπstrδteUGJournalZofZPhysicalZChemistryZCSG2013SGXXbSGXcW[TXcWc 3.8 45

433 oislocδtionsGinGdiδmondeGplectronGenergyTlossGspectroscopyUGPhysicalZReviewZBSG2002SGa]SG 3.3 45

432 zπservδtionGofG—ZW´°GdiδmondGOXXXPGonGvδpourTgrownGpolycrystδllineGfilmsUGSurfaceZScienceSG1993SG
Yd]SGZ[WTZ[a 1.8 45
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431 nomputδtionδlGphotochemistryGofGretinδlGproteinsUGJournalZofZComputernAidedZMolecularZDesignSG
2006SGYWSG]XXTc 4.2 44

430 pxcitδtionsSGopticδlGδπsorptionGspectrδSGδndGopticδlGexcitonicGgδpsGofGheterofullerenesUGtUGnaWSG
n]dyRSGδndGn[cyXYeGtheoryGδndGexperimentUGJournalZofZChemicalZPhysicsSG2004SGXYWSG]XZZT[b 3.9 44

429 tmportδnceGofGelectronicGselfTconsistencyGinGtheGTooqTGπδsedGtreδtmentGofGnonδdiδπδticGmoleculδrG
dynδmicsUGEuropeanZPhysicalZJournalZDSG2005SGZ]SG[abT[bb 1.3 44

428 TowδrdG—δtionδlGoesignGofGnδtδlystsG upportedGonGδGTopologicδlGtnsulδtorG uπstrδteUGACSZCatalysisSG
2015SG]SGbWaZTbWab 13.1 43

427  hδpeGtrδnsitionGofGmediumTsizedGneutrδlGsiliconGclustersUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG
2003SGY[WSG]ZbT][c 1.3 43

426 oislocδtionsGinGdiδmondeGoissociδtionGintoGpδrtiδlsGδndGtheirGglideGmotionUGPhysicalZReviewZBSG2003SG
acSG 3.3 43

425 plectronicGstructureGofGdenseGδmorphousGcδrπonUGPhysicalZReviewZBSG1994SG[dSGXX[[cTXX[]X 3.3 43

424 —esolvingGtheGnontroversyGδπoutGtheGmδndGllignmentGπetweenG—utileGδndGlnδtδseeGTheG—oleGofG
zsâ��VsRGldsorptionUGJournalZofZPhysicalZChemistryZCSG2015SGXXdSGYXd]YTYXd]c 3.8 42

423  ustδinδπleGyδnotechnologyeGzpportunitiesGδndGnhδllengesGforGTheoreticδlVnomputδtionδlG tudiesUG
JournalZofZPhysicalZChemistryZBSG2016SGXYWSGbYdbTZWa 3.4 42

422 TimeTdependentGversusGstδticGquδntumGtrδnsportGsimulδtionsGπeyondGlineδrGresponseUGPhysicalZ
ReviewZBSG2011SGcZSG 3.3 42

421
 elfTnonsistentTnhδrgeGoensityTqunctionδlGTightTmindingG’δrδmetersGforGndTßGOßGhG SG eSGTePG
nompoundsGδndGTheirGtnterδctionGwithGsSGzSGnSGδndGyUGJournalZofZChemicalZTheoryZandZComputationSG
2011SGbSGYYaYTba

6.4 42

420 pnergyGpδrtitionGinGnaWTdiδmondTOXXXPTsurfδceGcollisionseGlGmoleculδrTdynδmicsGsimulδtionUGPhysicalZ
ReviewZBSG1994SG[dSGXX[WdTXX[X[ 3.3 42

419 TheGnewGdimensionGofGsilverUGPhysicalZChemistryZChemicalZPhysicsSG2015SGXbSGXdad]Td 3.6 41

418 nδlculδtionGofGcδrrierTconcentrδtionTdependentGeffectiveGmδssGinGyπTdopedGδnδtδseGcrystδlsGofG
TizYUGPhysicalZReviewZBSG2011SGcZSG 3.3 41

417 yovelGpxcitonicG olδrGnellsGinG’hosphoreneTTizYGseterostructuresGwithGpxtrδordinδryGnhδrgeG
 epδrδtionGpfficiencyUGJournalZofZPhysicalZChemistryZLettersSG2016SGbSGXccWTb 6.4 41

416 rrδpheneTcoveredGperovskiteseGδnGeffectiveGstrδtegyGtoGenhδnceGlightGδπsorptionGδndGresistG
moistureGdegrδdδtionUGRSCZAdvancesSG2015SG]SGcYZ[aTcYZ]W 3.7 40

415 oensityTfunctionδlGtheoryGcδlculδtionsGofGπδreGδndGpδssivδtedGtriδngulδrTshδpedGünzGnδnowiresUG
AppliedZPhysicsZLettersSG2007SGdXSGWZXdX[ 3.4 40

414 ltomicTscδleGchδrδcterizδtionGofGπoronGdiffusionGinGsiliconUGPhysicalZReviewZBSG2001SGa[SG 3.3 40
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413 lπsorptionGδndGluminescenceGspectrδGofGelectroluminescentGliquidGcrystδlsGwithGtriphenyleneSG
pyreneGδndGperyleneGunitsUGLiquidZCrystalsSG2001SGYcSGXXW]TXXXZ 2.3 40

412 lGtheoreticδlGstudyGofGπoronGδndGnitrogenGdopingGinGtetrδhedrδlGδmorphousGcδrπonUGSolidZStateZ
CommunicationsSG1996SGXWWSG][dT]]Z 1.6 40

411 lccurδteGsingleTpδrticleGdeterminδtionGofGtheGπδndGgδpGinGsiliconGnδnowiresUGPhysicalZReviewZBSG2007
SGbaSG 3.3 39

410 plectronicGstructureGofGoverstretchedGoylUGPhysicalZReviewZBSG2002SGaaSG 3.3 39

409 lccurδteGgδpGlevelsGδndGtheirGroleGinGtheGreliδπilityGofGotherGcδlculδtedGdefectGpropertiesUGPhysicaZ
StatusZSolidiZhBi:ZBasicZResearchSG2011SGY[cSGbdWTbdc 1.3 38

408 xoleculδrGoriginsGofGconductionGchδnnelsGoπservedGinGshotTnoiseGmeδsurementsUGNanoZLettersSG2006
SGaSGY[ZXTb 11.5 38

407 pvidenceGforGqeOYRPGinGwurtziteGcoordinδtioneGironGdopingGstδπilizesGünzGnδnopδrticlesUGSmallSG2011SG
bSGYcbdTca 11 37

406 lnδlysisGofGπδndTgδpGformδtionGinGsquδshedGδrmchδirGcδrπonGnδnotuπesUGPhysicalZReviewZBSG2005SG
bXSG 3.3 37

405 ’olδronsGδndGoxygenGvδcδnciesGδtGtheGsurfδceGofGδnδtδseGTizYUGPhysicaZStatusZSolidiZnZRapidZResearchZ
LettersSG2014SGcSG]cZT]ca 2.5 36

404 rrδpheneGnucleδtionGonGδGsurfδceTmoltenGcopperGcδtδlysteGquδntumGchemicδlGmoleculδrGdynδmicsG
simulδtionsUGChemicalZScienceSG2014SG]SGZ[dZTZ]WW 9.4 36

403 lnG nnToqTmVxoG tudyGofGtheGldsorptionGofGüwitterionicGrlycineGonGδGreminδlGsydroxylδtedG ilicδG
 urfδceGinGδnGpxplicitG×δterGpnvironmentUGJournalZofZPhysicalZChemistryZCSG2011SGXX]SGdaX]TdaYX 3.8 36

402 lnδlyticδlGexcitedGstδteGforcesGforGtheGtimeTdependentGdensityTfunctionδlGtightTπindingGmethodUG
JournalZofZComputationalZChemistrySG2007SGYcSGY]cdTaWX 3.5 36

401 lnG nnToqTmG—epulsiveG’otentiδlGforG°δriousGünzG’olymorphsGδndGtheGünzT×δterG ystemUGJournalZ
ofZPhysicalZChemistryZCSG2013SGXXbSGXbWW[TXbWX] 3.8 35

400 ’rotonGconductivityGofG zZGsTfunctionδlizedGπenzeneTperiodicGmesoporousGorgδnosilicδUGSmallSG
2011SGbSGXWcaTdb 11 35

399 TheGδπsorptionGofGoxygenδtedGsiliconGcδrπideGnδnopδrticlesUGJournalZofZChemicalZPhysicsSG2010SGXZZSGWa[bW]3.9 35

398 TheGδπsorptionGspectrumGofGhydrogenδtedGsiliconGcδrπideGnδnocrystδlsGfromGδπGinitioGcδlculδtionsUG
AppliedZPhysicsZLettersSG2010SGdaSGW]XdWd 3.4 35

397 TheoreticδlGinvestigδtionsGofGhomoTGδndGheteronucleδrGπridgedGfullereneGoligomersUGAppliedZPhysicsZ
A:ZMaterialsZScienceZandZProcessingSG1997SGa[SGZYXTZYa 2.6 35

396 pxcitedG tδteG’ropertiesGofGlllylδmineTnδppedG iliconG–uδntumGootsUGJournalZofZPhysicalZChemistryZ
CSG2007SGXXXSGYZd[TY[WW 3.8 35
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395 mδllTδndTnhδinGoimersGfromGδGsotGqullereneG’lδsmδUGJournalZofZPhysicalZChemistryZASG1999SGXWZSG]Yb]T]Yc[2.8 35

394 qirstGprinciplesGtheoreticδlGstudyGofGtheGholeTδssistedGconversionGofGnzGtoGnzYGonGtheGδnδtδseG
TizYOXWXPGsurfδceUGJournalZofZChemicalZPhysicsSG2011SGXZ[SGXW[bWX 3.9 34

393 °iπrδtionδlGsignδturesGofGfullereneGoxidesUGJournalZofZtheZChemicalZSocietymZFaradayZTransactionsSG
1998SGd[SGYYcbTYYd[ 34

392 plectronicGπehδviorGofGrδreTeδrthGdopδntsGinGllyeGlGdensityTfunctionδlGstudyUGPhysicalZReviewZBSG
2005SGbYSG 3.3 34

391 vineticGδspectsGofGtheGthermostδttedGgrowthGofGiceGfromGsupercooledGwδterGinGsimulδtionsUGJournalZ
ofZChemicalZPhysicsSG2011SGXZ]SGWZ[bWX 3.9 33

390
TheoreticδlGpxplorδtionGofGtheG tructurδlSGplectronicSGδndGxδgneticG’ropertiesGofGünzGyδnotuπesG
withG°δcδnciesSGlntisitesSGδndGyitrogenG uπstitutionδlGoefectsUGJournalZofZPhysicalZChemistryZCSG2010
SGXX[SG]baWT]baa

3.8 33

389 lmineTcδppedGsiliconGquδntumGdotsUGAppliedZPhysicsZLettersSG2008SGdYSGW]ZXWb 3.4 33

388 TheGsymmetryGofGsingleTmoleculeGconductionUGJournalZofZChemicalZPhysicsSG2006SGXY]SGXc[bWY 3.9 33

387 TheoreticδlG tudiesGonGzpticδlGδndGplectronicG’ropertiesGofG’ropionicTlcidTTerminδtedG iliconG
–uδntumGootsUGJournalZofZChemicalZTheoryZandZComputationSG2007SGZSGX]XcTYa 6.4 33

386 °iπrδtionδlGδndGelectronicGsignδturesGofGdiδmondGsurfδcesUGThinZSolidZFilmsSG1996SGYbYSGZX[TZZW 2.2 33

385 ltomicTscδleGstructureGδndGelectronicGpropertiesGofGhighlyGtetrδhedrδlGhydrogenδtedGδmorphousG
cδrπonUGPhysicalZReviewZBSG1994SG]WSGbd[WTbd[] 3.3 33

384 ’repδrδtionGofGδmorphousGiTnGfilmsGπyGionTδssistedGmethodsUGThinZSolidZFilmsSG1989SGXbXSGX]bTXad 2.2 33

383 nzYGreductionGδtGlowGoverpotentiδlGonGnuGelectrodesGinGtheGpresenceGofGimpuritiesGδtGtheG
suπsurfδceUGJournalZofZMaterialsZChemistryZASG2014SGYSG[cc]T[ccd 13 32

382 plectronicGstructureGofGπoronTinterstitiδlGclustersGinGsiliconUGJournalZofZPhysicsZCondensedZMatterSG
2005SGXbSG YX[XT YX]Z 1.8 32

381  tructureGδndGenergeticsGofG inymGclusterseGrrowthGpδthwδysGinGδGheterogenousGclusterGsystemUG
JournalZofZChemicalZPhysicsSG2000SGXXYSGXYd]TXZW] 3.9 32

380 nrystδlGfieldGeffectsGinG’rllYUGSolidZStateZCommunicationsSG1979SGYdSGcW]TcWd 1.6 32

379 yiVxoGmimetδllicTzxideToerivedGseterointerfδceT—ichG ulfideGyδnosheetsGwithGnoToopingGforG
pfficientGllkδlineGsydrogenGpvolutionGπyGmoostingG°olmerG—eδctionUGSmallSG2021SGXbSGeYWWabZW 11 32

378 lGtheoreticδlGinvestigδtionGofGdislocδtionsGinGcuπicGδndGhexδgonδlGgδlliumGnitrideUGPhysicaZStatusZ
SolidiZC:ZCurrentZTopicsZinZSolidZStateZPhysicsSG2003SGXac[TXbWd 31
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377 ooGδrsenicGinterstitiδlsGreδllyGexistGinGlsTrichGrδlsjUGPhysicalZReviewZLettersSG2001SGcbSGW[]]W[ 7.4 31

376 TheoreticδlGstudyGofGtheGδdsorptionGofGδG’TnolGmonolδyerGonG TpδssivδtedGrδlsOlWWPUGAppliedZ
SurfaceZScienceSG2004SGYZ[SGXbZTXbb 6.7 30

375 yitrogenOttPGzxideGnhδrgeGTrδnsferGnomplexesGonGTizYeGlGyewG ourceGforG°isiπleTwightGlctivityUG
JournalZofZPhysicalZChemistryZCSG2015SGXXdSG[[ccT[]WX 3.8 29

374 sydrogenδtedG iliconGyδnopδrticlesG—elδxedGinGpxcitedG tδtesUGJournalZofZPhysicalZChemistryZCSG2007
SGXXXSGXY]ccTXY]dZ 3.8 29

373 tnsightGintoG’rotonGnonductionGofGtmmoπilisedGtmidδzoleG ystemsG°iδG imulδtionsGδndGtmpedδnceG
 pectroscopyUGFuelZCellsSG2008SGcSGY[[TY]Z 2.9 29

372  imulδtionGofGphysicδlGpropertiesGofGtheGchδlcogenideGglδssGlsY ZGusingGδGdensityTfunctionδlTπδsedG
tightTπindingGmethodUGPhysicalZReviewZBSG2004SGadSG 3.3 29

371 oiδmondGnucleδtionGπyGenergeticGpureGcδrπonGπomπδrdmentUGPhysicalZReviewZBSG2005SGbYSG 3.3 29

370 oimerTrowGpδtternGformδtionGinGdiδmondGOXWWPGgrowthUGPhysicalZReviewZBSG1995SG]YSG][YaT][ZY 3.3 29

369 lnGefficientGmethodGforGquδntumGtrδnsportGsimulδtionsGinGtheGtimeGdomδinUGChemicalZPhysicsSG2011SG
ZdXSGadTbb 2.3 28

368
oetδiledG imulδtionGδndGnhδrδcterizδtionGofGsighlyG’rotonGnonductingG ulfonicGlcidGqunctionδlizedG
xesoporousGxδteriδlsGunderGoryGδndGsumidifiedGnonditionsUGJournalZofZPhysicalZChemistryZCSG2009SG
XXZSGXdYXcTXdYYb

3.8 28

367 TheGrreenNsGfunctionGdensityGfunctionδlGtightTπindingGOgoqTmPGmethodGforGmoleculδrGelectronicG
conductionUGJournalZofZPhysicalZChemistryZASG2007SGXXXSG]adYTbWY 2.8 28

366 oislocδtionsGinGhexδgonδlGδndGcuπicGrδyUGJournalZofZPhysicsZCondensedZMatterSG2000SGXYSGXWYYZTXWYZZ 1.8 28

365 ’lδsmonTinducedGhotTcδrrierGgenerδtionGdifferencesGinGgoldGδndGsilverGnδnoclustersUGNanoscaleSG
2019SGXXSGcaW[TcaX] 7.7 27

364 nomputδtionδlGδpproδchGforGstructureGdesignGδndGpredictionGofGopticδlGpropertiesGinGδmorphousG
TizYthinTfilmGcoδtingsUGJournalZPhysicsZD:ZAppliedZPhysicsSG2013SG[aSGZY]ZWY 3 27

363 lutomδtedG—epulsiveG’δrδmetrizδtionGforGtheGoqTmGxethodUGJournalZofZChemicalZTheoryZandZ
ComputationSG2011SGbSGYa][Ta[ 6.4 27

362 oonorGlevelsGinG iGnδnowiresGdeterminedGπyGhyπridTfunctionδlGcδlculδtionsUGPhysicalZReviewZBSG2009SG
bdSG 3.3 27

361  tδπilizingGexcitedTstδteGsiliconGnδnopδrticleGπyGsurfδceGoxidδtionUGAppliedZPhysicsZLettersSG2007SGdXSGW[ZXWa3.4 27

360 sydrogenGstorδgeGinGcδrπonGnδnotuπesUGSyntheticZMetalsSG2001SGXYXSGXXcdTXXdW 3.6 27

(2001-2001)
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359 plectricδlGtrδnsportGδndGelectronicGpropertiesGofGδGδmorphousGcδrπonGthinGfilmsUGThinZSolidZFilmsSG
1989SGXcYSGaZTbc 2.2 27

358 plectricGfieldTinducedGdisorderâ��orderGtrδnsitionGinGorgδnicGpolycrystδllineGfilmsGofG
quδsiToneTdimensionδlGleδdTphthδlocyδnineUGPhysicaZStatusZSolidiZASG1984SGcaSGbZ]Tb[b 27

357 ’roximityGenhδncedGquδntumGspinGsδllGstδteGinGgrδpheneUGCarbonSG2015SGcbSG[XcT[YZ 10.4 26

356 rδsGdopingGonGtheGtopologicδlGinsulδtorGmiY eZGsurfδceUGPhysicalZReviewZLettersSG2013SGXXWSGWXa[WZ 7.4 26

355 °δlidityGofGtheG lδterTuδnδkGtrδnsitionTstδteGmodelGwithinGtheGwolR¯GδpproδchUGPhysicalZReviewZBSG
2008SGbcSG 3.3 26

354 TetrδgonδlGcrystδllineGcδrπonGnitrideseGtheoreticδlGpredictionsUGPhysicalZReviewZLettersSG2001SGcaSGa]YT] 7.4 26

353 ¯nderstδndingGprecursorTderivedGδmorphousG iTnTyGcerδmicsGonGtheGδtomicGscδleUGPhysicalZReviewZB
SG2002SGa]SG 3.3 26

352 xoleculδrTdynδmicsGsuπplδntδtionGstudiesGofGcδrπonGπeneδthGtheGdiδmondGOXXXPGsurfδceUGPhysicalZ
ReviewZBSG1995SG]XSG[][XT[][a 3.3 26

351 orivenGwiouvilleGvonGyeumδnnGpquδtionGinGwindπlδdGqormUGJournalZofZPhysicalZChemistryZASG2016SG
XYWSGZYbcTc] 2.8 25

350 ’hthδlocyδnineGδdsorptionGtoGgrδpheneGonGtrOXXXPeGevidenceGforGdecouplingGfromGviπrδtionδlG
spectroscopyUGJournalZofZChemicalZPhysicsSG2014SGX[XSGXc[ZWc 3.9 25

349 znGtheGstδπilizδtionGmechδnismsGofGorgδnicGfunctionδlGgroupsGonGünzGsurfδcesUGPhysicalZChemistryZ
ChemicalZPhysicsSG2012SGX[SGX][[]T]X 3.6 25

348 tnitiδlGstepsGtowδrdGδutomδtingGtheGfittingGofGoqTmGprepOrPUGJournalZofZPhysicalZChemistryZASG2007SG
XXXSG]aZbT[X 2.8 25

347 nomputδtionδlGstudiesGonGpolymerGδdhesionGδtGtheGsurfδceGofGgδmmδTllYzZUGtUGTheGδdsorptionGofG
δdhesiveGcomponentGmoleculesGfromGtheGgδsGphδseUGJournalZofZPhysicalZChemistryZBSG2006SGXXWSGYW[aWTc 3.4 25

346 lGtheoreticδlGstudyGofGerπiumGinGrδyUGPhysicaZB:ZCondensedZMatterSG2006SGZbaTZbbSG]XYT]X] 2.8 25

345  trδightGδndGkinkedGdW´°pδrtiδlGdislocδtionsGinGdiδmondGδndGZnT inUGJournalZofZPhysicsZCondensedZ
MatterSG2002SGX[SGXYb[XTXYb[b 1.8 25

344 ltomisticGlnδlysisGofG—oomGTemperδtureG–uδntumGnoherenceGinGTwoToimensionδlGnd eG
yδnostructuresUGNanoZLettersSG2017SGXbSGYZcdTYZda 11.5 24

343 nδrπonGinGrδyeGnδlculδtionsGwithGδnGoptimizedGhyπridGfunctionδlUGPhysicalZReviewZBSG2019SGddSG 3.3 24

342 zxygenGvδcδncyGdiffusionGinGπδreGünzGnδnowiresUGNanoscaleSG2014SGaSGXXccYTa 7.7 24
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341 qeTdopedGünzGnδnopδrticleseGtheGoxidδtionGnumπerGδndGlocδlGchδrgeGonGironSGstudiedGπyG]bqeG
xˆ¶ˆ�πδuerGspectroscopyGδndGoqTGcδlculδtionsUGChemistryZnZAZEuropeanZJournalSG2013SGXdSGZYcbTdX 4.8 24

340 lctivityGδndG ynergyGpffectsGonGδGnuVünzOWWWXPG urfδceG tudiedG¯singGqirstT’rincipleG
ThermodynδmicsUGJournalZofZPhysicalZChemistryZLettersSG2012SGZSGYaZcT[Y 6.4 24

339 pxcitedGstδteGpropertiesGofG iGquδntumGdotsUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2012SGY[dSG[WXT[XY 1.3 24

338 ltomisticG imulδtionsGofG elfTTrδppedGpxcitonGqormδtionGinG iliconGyδnostructureseGTheGTrδnsitionG
fromG–uδntumGootsGtoGyδnowiresUGJournalZofZPhysicalZChemistryZCSG2009SGXXZSGXYdZ]TXYdZc 3.8 24

337 lGgrδpheneTlikeGxgyGmonolδyereGhighGstδπilitySGdesirδπleGdirectGπδndGgδpGδndGpromisingGcδrrierG
moπilityUGPhysicalZChemistryZChemicalZPhysicsSG2016SGXcSGZWZbdTZWZc[ 3.6 24

336 TheoreticδlGconfirmδtionGofGtheGpolδronGmodelGforGtheGxgGδcceptorGinG˛†TrδYzZUGJournalZofZAppliedZ
PhysicsSG2018SGXY[SGX[]bWY 2.5 24

335  nnToqTmG’δrδmetrizδtionGforGmoronGδndGmorδnesUGJournalZofZChemicalZTheoryZandZComputationSG
2012SGcSGXX]ZTaZ 6.4 23

334 mδndGgδpGengineeringGofGrδyGnδnowiresGπyGsurfδceGfunctionδlizδtionUGAppliedZPhysicsZLettersSG2009SG
d[SGWbZXXa 3.4 23

333 plectronâ��phononGscδtteringGinGmoleculδrGelectronicseGfromGinelδsticGelectronGtunnellingG
spectroscopyGtoGheδtingGeffectsUGNewZJournalZofZPhysicsSG2008SGXWSGWa]WYW 2.9 23

332 lnomδlousGsizeGdependenceGofGtheGluminescenceGinGreconstructedGsiliconGnδnopδrticlesUGAppliedZ
PhysicsZLettersSG2008SGdZSGY[ZXYW 3.4 23

331 oiffusionGofGnitrogenGinGsiliconUGAppliedZPhysicsZLettersSG2005SGcbSGWYXdWY 3.4 23

330 xδgicGnumπerGvδcδncyGδggregδtesGinG iGδndGrδlsGâ��GstructureGδndGpositronGlifetimeGstudiesUGPhysicaZ
B:ZCondensedZMatterSG1999SGYbZTYb[SG]WXT]W[ 2.8 23

329 yTdopedGünzGnδnowireseG urfδceGsegregδtionSGtheGeffectGofGhydrogenGpδssivδtionGδndGδpplicδtionsG
inGspintronicsUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2010SGY[bSGYXd]TYYWX 1.3 22

328 pntropyGofGpointGdefectsGcδlculδtedGwithinGperiodicGπoundδryGconditionsUGPhysicalZReviewZBSG2004SG
adSG 3.3 22

327  tructureGofGδmorphousGhydrogenδtedGcδrπoneGexperimentGδndGcomputerGsimulδtionUGDiamondZandZ
RelatedZMaterialsSG1994SGZSGY[]TY]Z 3.5 22

326 TrδnsitionGxetδlGδndG—δreGpδrthGplementGoopedGüincGzxideGyδnowiresGforGzptoelectronicsUGPhysicaZ
StatusZSolidiZhBi:ZBasicZResearchSG2019SGY]aSGXcWWaW[ 1.3 21

325 ’redictionGofGtheGquδntumGspinGsδllGeffectGinGmonolδyersGofGtrδnsitionTmetδlGcδrπidesGxnGOxGhGTiSG
ürSGsfPUGsDZMaterialsSG2016SGZSGWZ]WYY 5.9 21

324 qirstTprinciplesGinvestigδtionGofGδdsorptionGofGyYzGonGtheGδnδtδseGTizYGOXWXPGδndGtheGnzG
preTδdsorπedGTizYGsurfδcesUGComputationalZMaterialsZScienceSG2012SG]cSGY[TZW 3.2 21

(2012-2013)
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323 ’rotonGtrδnsportGinGfunctionδlisedGδdditivesGforG’pxGfuelGcellseGcontriπutionsGfromGδtomisticG
simulδtionsUGChemicalZSocietyZReviewsSG2012SG[XSG]X[ZT]d 58.5 21

322 rlycineGldsorptionGonGOXWXGWPGünzG urfδcesUGJournalZofZPhysicalZChemistryZCSG2011SGXX]SGa[dXTa[d] 3.8 21

321 ’redictionGofGenergeticδllyGoptimδlGsingleTwδlledGcδrπonGnδnotuπesGforGhydrogenGphysisorptionUG
AppliedZPhysicsZLettersSG2009SGd]SGWXZXXa 3.4 21

320 nδgeTformingGtendenciesGinG inymGclustersUGChemicalZPhysicsZLettersSG1998SGYdYSGYZ]TY[Y 2.5 21

319 TheoreticδlGstudyGofGrδreGeδrthGpointGdefectsGinGrδyUGPhysicaZStatusZSolidiZC:ZCurrentZTopicsZinZSolidZ
StateZPhysicsSG2008SG]SGYZ]cTYZaW 21

318 yewGtypeGofGchδrgedGdefectGinGδmorphousGchδlcogenidesUGPhysicalZReviewZLettersSG2005SGd[SGWca[WX 7.4 21

317  tructureGofG tδckedGoimersGofGyTxethylδtedG×δtsonâ��nrickGldenineâ��ThymineGmδseG’δirsUG
InternationalZJournalZofZMolecularZSciencesSG2003SG[SG]ZbT][b 6.3 21

316 nhδlcogenGpδssivδtionGofGrδlsOXGWGWPGsurfδceseGtheoreticδlGstudyUGAppliedZSurfaceZScienceSG2003SG
YXYTYXZSGcaXTca] 6.7 21

315 °iπrδtionδlGδπsorptionGspectrδSGoqTGδndG nnToqTmGconformδtionδlGstudyGδndGδnδlysisGofG
[weu∕enkephδlinUGPhysicalZChemistryZChemicalZPhysicsSG2003SG]SGXYd]TXZWW 3.6 21

314 TuπulδrGstructuresGofGgermδniumUGSolidZStateZCommunicationsSG2001SGXXdSGa]ZTa]b 1.6 21

313  tructureGδndGchemicδlGπondingGinGhighGdensityGδmorphousGcδrπonUGDiamondZandZRelatedZMaterialsSG
1994SGZSGXW]aTXWa] 3.5 21

312 xδnyTπodyGelectronicGstructureGcδlculδtionsGofGpuTdopedGünzUGPhysicalZReviewZBSG2016SGdZSG 3.3 20

311  tδπilizδtionGmechδnismGofGünzGnδnopδrticlesGπyGqeGdopingUGPhysicalZReviewZLettersSG2014SGXXYSGXWaXWY 7.4 20

310 TheoreticδlGstudyGofGchδrgeGsepδrδtionGδtGtheGrutileâ��δnδtδseGinterfδceUGPhysicaZStatusZSolidiZnZRapidZ
ResearchZLettersSG2014SGcSG]aaT]bW 2.5 20

309 ltomisticG imulδtionsGofGtheGünzOXYGXWPV×δterGtnterfδceeGlGnompδrisonGπetweenGqirstT’rinciplesSG
TightTmindingSGδndGpmpiricδlGxethodsUGJournalZofZChemicalZTheoryZandZComputationSG2012SGcSG[]XbTYa 6.4 20

308 tnfrδredGspectroscopicGstudyGofGtheGmorphologyGofGZS[SdSXWTperyleneGtetrδcδrπoxylicGdiδnhydrideG
filmsGgrownGonGsTpδssivδtedG iOXXXPUGJournalZofZPhysicsZCondensedZMatterSG2003SGX]SG Ya[bT YaaZ 1.8 20

307  tδπilityGδndGreconstructionGofGdiδmondGOXWWPGδndGOXXXPGsurfδcesUGDiamondZandZRelatedZMaterialsSG
1994SGZSGdaaTdb[ 3.5 20

306 pxtendedGwδgrδngiδnGoensityGqunctionδlGTightTmindingGxoleculδrGoynδmicsGforGxoleculesGδndG
 olidsUGJournalZofZChemicalZTheoryZandZComputationSG2015SGXXSGZZ]bTaZ 6.4 19

ThomastFrauenheim

16



305 yewGquδntumGspinGsδllGinsulδtorGinGtwoTdimensionδlGxo YGwithGperiodicδllyGdistriπutedGporesUG
NanoscaleSG2016SGcSG[dX]TYX 7.7 19

304 wineδrGscδlingGtimeTdependentGdensityTfunctionδlGtightTπindingGmethodGforGδπsorptionGspectrδGofG
lδrgeGsystemsUGPhysicalZReviewZBSG2007SGbaSG 3.3 19

303 qirstTprinciplesGstudyGofGtheGsizeTdependentGstructurδlGδndGelectronicGpropertiesGofGthickTwδlledG
ünzGnδnotuπesUGSolidZStateZCommunicationsSG2008SGX[cSG]Z[T]Zb 1.6 19

302 pfficientGtightTπindingGδpproδchGforGtheGstudyGofGstronglyGcorrelδtedGsystemsUGPhysicalZReviewZBSG
2007SGbaSG 3.3 19

301 noherentGexternδlGδndGinternδlGphononsGinGquδsiToneTdimensionδlGorgδnicGmoleculδrGcrystδlsUG
PhysicalZReviewZLettersSG2001SGcaSG[WaWTZ 7.4 19

300 TightTπindingGmoleculδrTdynδmicsGstudyGofGδâ�� ieseG’repδrδtionSGstructureSGδndGdynδmicsUGPhysicalZ
ReviewZBSG1999SGaWSG][bcT][c[ 3.3 19

299  tδπilityGofGsiliconGcδrπideGstructureseGfromGclustersGtoGsolidGsurfδcesUGJournalZofZMaterialsZChemistrySG
1996SGaSGXa]bTXaaZ 19

298 nompδrisonGofGclδssicδlGδndGtightTπindingGmoleculδrGdynδmicsGforGsiliconGgrowthUGPhysicalZReviewZBSG
1996SG]ZSGXa[dbTXa]WZ 3.3 19

297  tδπilityGδndGstructureGofGδmorphousGhydrogenδtedGcδrπonseGδGmoleculδrGdynδmicGinvestigδtionUG
SolidZStateZCommunicationsSG1993SGc]SGddbTXWWW 1.6 19

296 plectronGpδrδmδgneticGresonδnceGδndGtheoreticδlGstudyGofGgδlliumGvδcδncyGinG˛†TrδYzZUGAppliedZ
PhysicsZLettersSG2020SGXXbSGWZYXWX 3.4 19

295  elfTnonsistentTnhδrgeGoensityTqunctionδlGTightTmindingGO nnToqTmPG’δrδmetersGforGneriδGinGWoGtoG
ZoUGJournalZofZPhysicalZChemistryZCSG2017SGXYXSG[]dZT[aWb 3.8 18

294 lGcompleteGsetGofGselfTconsistentGchδrgeGdensityTfunctionδlGtightTπindingGpδrδmetrizδtionGofGzincG
chδlcogenidesGOünßfGßhzSG SG eSGδndGTePUGJournalZofZComputationalZChemistrySG2012SGZZSGXXa]Tbc 3.5 18

293 lGdensityTfunctionδlGπδsedGtightTπindingGδpproδchGtoGrδlsGsurfδceGreconstructionsUGJournalZofZ
PhysicsZCondensedZMatterSG1997SGdSGbZW]TbZX] 1.8 18

292 —elδtivisticGpδrδmetrizδtionGofGtheGselfTconsistentTchδrgeGdensityTfunctionδlGtightTπindingGmethodUG
XUGltomicGwδveGfunctionsGδndGenergiesUGJournalZofZPhysicalZChemistryZASG2007SGXXXSG]bXYTd 2.8 18

291 qδstG–xVxxGmethodGδndGitsGδpplicδtionGtoGmoleculδrGsystemsUGChemicalZPhysicsZLettersSG2004SGZdbSG[]XT[]c2.5 18

290 TheGdifferentGπehδviorGofGnitrogenGδndGphosphorusGδsGnTtypeGdopδntsGinG inUGPhysicaZB:ZCondensedZ
MatterSG2003SGZ[WTZ[YSGXc[TXcd 2.8 18

289 moronGnentersGinG[sT inUGMaterialsZScienceZForumSG2001SGZ]ZTZ]aSG[]]T[]c 0.4 18

288 tnvestigδtionGofGtheGstδπilityGofGtheGhexδgonδlâ��cuπicGπornGnitrideGprismGinterfδceUGJournalZofZ
MaterialsZChemistrySG1996SGaSGcddTdWX 18
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287 xoleculδrGdynδmicGstructureGinvestigδtionsGofGtheGδdsorptionGδndGπondingGofGnxsyThydrocδrπonG
moleculesVrδdicδlsGonGδGdiδmondGOXXXPGsurfδceUGAppliedZSurfaceZScienceSG1992SGaWTaXSGYcXTYdW 6.7 18

286 nδrrierGmultiplicδtionGinGvδnGderG×δδlsGlδyeredGtrδnsitionGmetδlGdichδlcogenidesUGNatureZ
CommunicationsSG2019SGXWSG][cc 17.4 18

285 lccurδteGhydrogenGπondGenergiesGwithinGtheGdensityGfunctionδlGtightGπindingGmethodUGJournalZofZ
PhysicalZChemistryZASG2015SGXXdSGZ]Z]T[[ 2.8 17

284 ltomicGwevelGxodelingGofGpxtremelyGThinG iliconTonTtnsulδtorGxz qpTsGtncludingGtheG iliconG
oioxideeGplectronicG tructureUGIEEEZTransactionsZonZElectronZDevicesSG2015SGaYSGadaTbW[ 2.9 17

283 —oleGofG ymmetryGinGtheG tδπilityGδndGplectronicG tructureGofGTitδniumGoioxideGyδnowiresUGJournalZ
ofZPhysicalZChemistryZCSG2011SGXX]SGXc[d[TXc[dd 3.8 17

282 yδtiveGoefectsGinGünzGyδnowireseGltomicG—elδxδtionsSG—elδtiveG tδπilitySGδndGoefectGseδlingGwithG
zrgδnicGlcidsUGJournalZofZPhysicalZChemistryZCSG2010SGXX[SGXccaWTXcca] 3.8 17

281 nommentGonGI°δlenceGsurfδceGelectronicGstδtesGonGreOWWXPIUGPhysicalZReviewZLettersSG2009SGXWZSG
XcdbWXfGδuthorGreplyGXcdbWY 7.4 17

280 nhδllengesGforGδπGinitioGdefectGmodelingUGMaterialsZScienceZandZEngineeringZB:ZSolidnStateZMaterialsZ
forZAdvancedZTechnologySG2008SGX][TX]]SGXcbTXdY 3.1 17

279 qirstGprinciplesGinvestigδtionsGonGtheGelectronicGstructureGofGδnchorGgroupsGonGünzGnδnowiresGδndG
surfδcesUGJournalZofZAppliedZPhysicsSG2014SGXX]SGYWZbYW 2.5 16

278 TemperδtureTxediδtedGxδgnetismGinGqeToopedGünzG emiconductorsUGJournalZofZPhysicalZChemistryZ
CSG2013SGXXbSG]ZZcT]Z[Y 3.8 16

277 plectricδllyGδctiveGscrewGdislocδtionsGinGhelicδlGünzGδndG iGnδnowiresGδndGnδnotuπesUGACSZNanoSG
2012SGaSGXWW[YTd 16.7 16

276 oefectsGofGtheG inV izYGinterfδceeGenergeticsGofGtheGelementδryGstepsGofGtheGoxidδtionGreδctionUG
PhysicaZB:ZCondensedZMatterSG2003SGZ[WTZ[YSGXWadTXWbZ 2.8 16

275 ’lδnδrGinterstitiδlGδggregδtesGinG iUGJournalZofZPhysicsZCondensedZMatterSG2002SGX[SGXYc[ZTXYc]Z 1.8 16

274 znGtheGgrδphitizδtionGofGdiδmondGsurfδceseGtheGimportδnceGofGtwinsUGDiamondZandZRelatedZMaterials
SG1996SG]SGXWYTXWb 3.5 16

273  tructureGδndGchemicδlGπondingGinGδmorphousGdiδmondUGDiamondZandZRelatedZMaterialsSG1996SG]SGXb]TXc]3.5 16

272 ¯ltrδlowGThermδlGnonductivityGinGTwoToimensionδlGxozUGNanoZLettersSG2021SGYXSG[Z]XT[Z]a 11.5 16

271 TwoTdimensionδlGrectδngulδrGtδntδlumGcδrπideGhδlidesGTδnßGOßGhGnlSGmrSGtPeGnovelGlδrgeTgδpGquδntumG
spinGsδllGinsulδtorsUGsDZMaterialsSG2016SGZSGWZ]WXc 5.9 16

270 yδrrowGπδndgδpGcovδlentâ��orgδnicGfrδmeworksGwithGstrongGopticδlGresponseGinGtheGvisiπleGδndG
infrδredUGJournalZofZMaterialsZChemistryZCSG2015SGZSGYY[[TYY][ 7.1 15
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269 nontrollingGplectronicG tructureGδndGTrδnsportG’ropertiesGofGüigzδgGrrδpheneGyδnoriππonsGπyG
pdgeGqunctionδlizδtionGwithGqluorineUGJournalZofZPhysicalZChemistryZCSG2015SGXXdSGYXYYbTYXYZZ 3.8 15

268  ignδturesGinGviπrδtionδlGδndG¯°TvisiπleGδπsorptionGspectrδGforGidentifyingGcyclicGhydrocδrπonsGπyG
grδpheneGfrδgmentsUGNanoscaleSG2013SG]SGXYXbcTc[ 7.7 15

267 lnGefficientGwolR¯GπδsedGtightGπindingGδpproδchUGJournalZofZPhysicalZChemistryZASG2007SGXXXSG]aa]TbW 2.8 15

266 xodellingGofG’rotonGoiffusionGinGtmmoπilisedGtmidδzoleG ystemsGforGlpplicδtionGinGquelGnellsUGFuelZ
CellsSG2008SGcSGYZaTY[Z 2.9 15

265  trδinTfreeGpolδrizδtionGsuperlδtticeGinGsiliconGcδrπideeGδGtheoreticδlGinvestigδtionUGPhysicalZReviewZ
LettersSG2006SGdaSGYZacWZ 7.4 15

264 wimitsGofGtheGscδledGshiftGcorrectionGtoGlevelsGofGinterstitiδlGdefectsGinGsemiconductorsUGPhysicalZ
ReviewZBSG2007SGb]SG 3.3 15

263 TheGaW´°GdislocδtionGinGdiδmondGδndGitsGdissociδtionUGJournalZofZPhysicsZCondensedZMatterSG2003SGX]SG Yd]XT YdaW1.8 15

262 tnterstitiδlTπδsedGvδcδncyGδnneδlingGinG[sâ�� inUGPhysicaZB:ZCondensedZMatterSG2001SGZWcTZXWSGa[]Ta[c 2.8 15

261 mδndGstructureGδndGopticδlGpropertiesGofGgermδniumGsheetGpolymersUGPhysicalZReviewZBSG2001SGa[SG 3.3 15

260 TheoreticδlG tudiesGonGoefectsGinG inUGMaterialsZScienceZForumSG1998SGYa[TYacSGYbdTYcY 0.4 15

259 xoleculδrGdynδmicGinvestigδtionsGofGδmorphousGcδrπoneGˇ�GπondingGvsUGelectronicGdefectGgenerδtionUG
DiamondZandZRelatedZMaterialsSG1994SGZSG[aYT[ad 3.5 15

258 zpticδllyGorivenG¯ltrδfδstGxδgneticGzrderGTrδnsitionsGinGTwoToimensionδlGqerrimδgneticGxßenesUG
JournalZofZPhysicalZChemistryZLettersSG2020SGXXSGaYXdTaYYa 6.4 15

257 nommonGoefectsGlccelerδteGnhδrgeG epδrδtionGδndG—educeG—ecomπinδtionGinGnyTVxoleculeG
nompositeseGltomisticG–uδntumGoynδmicsUGJournalZofZtheZAmericanZChemicalZSocietySG2021SGX[ZSGaa[dTaa]a16.4 15

256 qullyGltomisticG—eδlTTimeG imulδtionsGofGTrδnsientGlπsorptionG pectroscopyUGJournalZofZPhysicalZ
ChemistryZLettersSG2018SGdSG[Z]]T[Z]d 6.4 14

255 ltomisticGxodelingGofGrδteTlllTlroundG iTyδnowireGqieldTpffectGTrδnsistorsUGIEEEZTransactionsZonZ
ElectronZDevicesSG2007SG][SGZX]dTZXab 2.9 14

254 TheoreticδlGstudyGofGtheGinterδctionGπetweenGselectedGδdhesivesGδndGoxideGsurfδcesUGJournalZofZ
PhysicalZChemistryZBSG2005SGXWdSG]WaWTa 3.4 14

253 xδgnetismGδndGtheGpotentiδlGenergyGhypersurfδcesGofGqe]ZGtoGqe]bUGComputationalZMaterialsZ
ScienceSG2006SGZ]SGYdbTZWX 3.2 14

252 TheoreticδlGstudyGofGδGπodyTcenteredTtetrδgonδlGphδseGofGcδrπonGnitrideUGPhysicalZReviewZBSG2001SG
a[SG 3.3 14

(2001-2015)
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251 yzzyGâ��GlGnonTorthogonδlGlocδlisedGorπitδlGorderTyGmethodUGComputerZPhysicsZCommunicationsSG
1999SGXXcSGYWWTYXY 4.2 14

250 nrystδlGqieldGinGtheGwδvesG’hδseGnompoundG’ryiYUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG1982SG
XXXSG]WbT]XY 1.3 14

249 oirectionδlTdependentGthicknessGδndGπendingGrigidityGofGphosphoreneUGPhysicalZReviewZBSG2016SGd[SG 3.3 14

248  elfTnonsistentG’otentiδlGnorrectionGforGnhδrgedG’eriodicG ystemsUGPhysicalZReviewZLettersSG2021SG
XYaSGWba[WX 7.4 14

247 nontrollδπleGmδgneticGcorrelδtionGπetweenGtwoGimpuritiesGπyGspinTorπitGcouplingGinGgrδpheneUG
ScientificZReportsSG2015SG]SGcd[Z 4.9 13

246 pfficientGlutomδtizedGoensityTqunctionδlGTightTmindingG’δrδmetrizδtionseGlpplicδtionGtoGrroupGt°G
plementsUGJournalZofZChemicalZTheoryZandZComputationSG2018SGX[SGYd[bTYd][ 6.4 13

245 qormδtionGofGselicesGinGrrδpheneGyδnoriππonsGunderGTorsionUGJournalZofZPhysicalZChemistryZLettersSG
2014SG]SG[WcZTb 6.4 13

244 sydrogenGδdsorptionGδndGetchingGonGtheG iTrichGZnT inOWWXPGZˆ�YGsurfδceeGqirstTprinciplesGmoleculδrG
dynδmicsGcδlculδtionsUGPhysicalZReviewZBSG2009SGbdSG 3.3 13

243  ignδturesGinG°iπrδtionδlG pectrδGofGtceGyδnotuπesG—eveδledGπyGδGoensityGqunctionδlGTightGmindingG
xethodUGJournalZofZPhysicalZChemistryZCSG2007SGXXXSGX[XZXTX[XZc 3.8 13

242 zptimizedGhyπridGfunctionδlsGforGdefectGcδlculδtionsGinGsemiconductorsUGJournalZofZAppliedZPhysicsSG
2019SGXYaSGXZWdWX 2.5 12

241
—eductionGofGtheGTizYâ��xGmeltingGtemperδtureGinducedGπyGoxygenGdeficiencyGwithGimplicδtionsGonG
experimentδlGdδtδGδccurδcyGδndGstructurδlGtrδnsitionGprocessesUGPhysicaZStatusZSolidiZnZRapidZ
ResearchZLettersSG2014SGcSG][dT]]Z

2.5 12

240 ltomisticGxodelingGofGnhδrgeGTrδnsportGδcrossGδGnδrπonGyδnotuπeâ��’olyethyleneGuunctionUGJournalZ
ofZPhysicalZChemistryZCSG2013SGXXbSGcWYWTcWYb 3.8 12

239 tntrinsicGnhδrgeG epδrδtionGδndGTunδπleGplectronicGmδndGrδpGofGlrmchδirGrrδpheneGyδnoriππonsG
pncδpsulδtedGinGδGoouπleT×δlledGnδrπonGyδnotuπeUGJournalZofZPhysicalZChemistryZLettersSG2013SG[SGXZYcTZZ6.4 12

238 wocδlGviπrδtionδlGexcitδtionGthroughGextendedGelectronicGstδtesGδtGδGgermδniumGsurfδceUGPhysicalZ
ReviewZLettersSG2009SGXWZSGYaaXWY 7.4 12

237 TwoTdimensionδlGhydrogenδtedGmolyπdenumGδndGtungstenGdinitridesGxysGOxGhGxoSG×PGδsGnovelG
quδntumGspinGhδllGinsulδtorsGwithGhighGstδπilityUGNanoscaleSG2017SGdSGXWWbTXWXZ 7.7 11

236 ’ermittivityGofGzxidizedG¯ltrδTThinG iliconGqilmsGqromGltomisticG imulδtionsUGIEEEZElectronZDeviceZ
LettersSG2015SGZaSGXWbaTXWbc 4.4 11

235
lG—eδlTTimeGTimeToependentGoensityGqunctionδlGTightTmindingGtmplementδtionGforG emiclδssicδlG
pxcitedG tδteGplectronTyucleδrGoynδmicsGδndG’umpT’roπeG pectroscopyG imulδtionsUGJournalZofZ
ChemicalZTheoryZandZComputationSG2020SGXaSG[[][T[[ad

6.4 11

234 lutomδtizedG’δrδmeterizδtionGofGtheGoensityTfunctionδlGTightTπindingGxethodUGttUGTwoTcenterG
tntegrδlsUGJournalZofZtheZChineseZChemicalZSocietySG2016SGaZSG]bTac 1.5 11
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233 zpeningGδGπδndGgδpGwithoutGπreδkingGlδtticeGsymmetryeGδGnewGrouteGtowδrdGroπustG
grδpheneTπδsedGnδnoelectronicsUGNanoscaleSG2014SGaSGb[b[Td 7.7 11

232 ’δrδmeterizδtionGofGsδlogensGforGtheGoensityTqunctionδlGTightTmindingGoescriptionGofGsδlideG
sydrδtionUGJournalZofZChemicalZTheoryZandZComputationSG2013SGdSGZZYXTZY 6.4 11

231 sowGtheGδggregδtionGofGoxygenGvδcδnciesGinGrutileTπδsedGTizYâ��˛·GphδsesGcδusesGmemristiveG
πehδviorUGPhysicalZReviewZBSG2015SGdYSG 3.3 11

230  tδtisticδlGevδluδtionGofGtheGπigGπδngGseδrchGδlgorithmUGComputationalZMaterialsZScienceSG2006SGZ]SGYZYTYZb3.2 11

229 oensityTfunctionδlGtightTπindingGcδlculδtionsGofGelectronicGstδtesGδssociδtedGwithGgrδinGπoundδriesG
inGrδyUGPhysicalZReviewZBSG2005SGbXSG 3.3 11

228 °δcδncyGclustersGinGplδsticδllyGdeformedGsemiconductorsUGJournalZofZPhysicsZCondensedZMatterSG2000
SGXYSGXWWbXTXWWbc 1.8 11

227  tructurδlGδndGviπrδtionδlGpropertiesGofGnaWGoligomersUGCarbonSG1999SGZbSG[aZT[bW 10.4 11

226 plectricδlGδndGopticδlGpropertiesGofGplδsmδTdepositedGδmorphousGhydrocδrπonGfilmsUGJournalZofZ
NonnCrystallineZSolidsSG1991SGXZbTXZcSGc[ZTc[a 3.9 11

225 ’ropertiesGofGtheGqreeT tδndingGTwoToimensionδlGnopperGxonolδyerUGJournalZofZNanomaterialsSG
2016SGYWXaSGXTa 3.2 11

224 oefectGphysicsGinGintermediδteTπδndGmδteriδlseGtnsightsGfromGδnGoptimizedGhyπridGfunctionδlUG
PhysicalZReviewZBSG2017SGdaSG 3.3 10

223 TenGnewGpredictedGcovδlentGorgδnicGfrδmeworksGwithGstrongGopticδlGresponseGinGtheGvisiπleGδndG
neδrGinfrδredUGJournalZofZChemicalZPhysicsSG2015SGX[YSGY[[bWa 3.9 10

222
tnδrtificiδlGTwoToimensionδlGre eGuδnusG tructuresGwithGlppropriδteGoirectGmδndGrδpsGδndGtntrinsicG
’olδrizδtionGmoostedGnhδrgeG epδrδtionGforG’hotocδtδlyticG×δterG plittingUGJournalZofZPhysicalZ
ChemistryZLettersSG2020SGXXSGZWd]TZXWY

6.4 10

221 pmergentGpropertiesGδndGtrendsGofGδGnewGclδssGofGcδrπonGnδnocompositeseGgrδpheneGnδnoriππonsG
encδpsulδtedGinGδGcδrπonGnδnotuπeUGNanoscaleSG2013SG]SGZZWaTX[ 7.7 10

220 ’ossiπilityGofGδGfieldGeffectGtrδnsistorGπδsedGonGoirδcGpδrticlesGinGsemiconductingGδnδtδseTTizYG
nδnowiresUGNanoZLettersSG2013SGXZSGXWbZTd 11.5 10

219 qirstT’rinciplesG tudyGofGtheG tructurδlG tδπilityGδndGplectronicG’ropertiesGofGün GyδnowiresUGJournalZ
ofZPhysicalZChemistryZCSG2008SGXXYSGYWYdXTYWYd[ 3.8 10

218 pnergeticGδndGelectronicGpropertiesGofGhydrogenGpδssivδtedGünzGnδnowiresUGSolidZStateZ
CommunicationsSG2008SGX[cSGXWXTXW[ 1.6 10

217 TheoreticδlGinvestigδtionGofGtheGhighTpressureGπehδviorGofGnitricGδcidUGPhysicalZReviewZBSG2004SGadSG 3.3 10

216 lπGinitioSGtightTπindingGδndG–xVxxGcδlculδtionsGofGtheGrhodopsinGchromophoreGinGitsGπindingG
pocketUGPhaseZTransitionsSG2004SGbbSGZXT[] 1.3 10
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215 mδsδlGplδneGpδrtiδlGdislocδtionsGinGsiliconGcδrπideUGPhysicaZB:ZCondensedZMatterSG2003SGZ[WTZ[YSGXaWTXa[ 2.8 10

214 zpticδlGπδndsGrelδtedGtoGdislocδtionsGinG iUGJournalZofZPhysicsZCondensedZMatterSG2000SGXYSGXWXYZTXWXYd 1.8 10

213 ’δrδcyδnogenTlikeGstructuresGinGhighTdensityGδmorphousGcδrπonGnitrideUGCarbonSG1999SGZbSG][]T][c 10.4 10

212 TightTπindingGsimulδtionGofGliquidGδndGδmorphousG iGδtGzeroGpressureUGComputationalZMaterialsZ
ScienceSG1999SGXZSGY]YTY]c 3.2 10

211
noupledGquδdrupoleTphononGexcitδtionseGtnelδsticGyeutronGscδtteringGonGvδnGvleckGpδrδmδgnetG
’ryi]UGPhysicaZB:ZPhysicsZofZCondensedZMatterZfZC:ZAtomicmZMolecularZandZPlasmaZPhysicsmZOpticsSG
1983SGXYWSGZXWTZXZ

10

210
xoleculδrGdynδmicsGsimulδtionsGofGtheGδminoGδcidTünzGOXWTXWPGinterfδceeGδGcompδrisonGπetweenG
densityGfunctionδlGtheoryGδndGdensityGfunctionδlGtightGπindingGresultsUGJournalZofZChemicalZPhysicsSG
2014SGX[WSGYZ[bWb

3.9 9

209 lpplicδtionGofGtheGwδnyTüungerGpolδronGcorrectionGforGcδlculδtingGsurfδceGchδrgeGtrδppingUGJournalZ
ofZPhysicsZCondensedZMatterSG2017SGYdSGZd[WWX 1.8 9

208 lGnδuseGforG inV izYGtnterfδceG tδteseGtheG iteG electionGofGzxygenGinG inUGMaterialsZScienceZForumSG
2003SG[ZZT[ZaSG]Z]T]Zc 0.4 9

207 tntrinsicGoefectGnomplexesGinG˛–T ineGtheGqormδtionGofGlntisiteG’δirsUGMaterialsZScienceZForumSG2001SG
Z]ZTZ]aSG[Z]T[Zc 0.4 9

206 ’ropertiesGofGsmδllGcδrπonGclustersGinsideGtheGnaWGfullereneUGPhysicalZReviewZBSG2002SGa]SG 3.3 9

205 lGdensityTfunctionδlGπδsedGtightTπindingGδpproδchGtoGtttâ��°GsemiconductorGclustersUGJournalZofZ
MaterialsZChemistrySG1996SGaSGXa[dTXa]a 9

204 ¯nrδvellingG’hotoinducedGtnterlδyerG pinGTrδnsferGoynδmicsGinGTwoToimensionδlG
yonmδgneticTqerromδgneticGvδnGderG×δδlsGseterostructuresUGNanoZLettersSG2021SGYXSGZYZbTZY[[ 11.5 9

203 lG elfGpnergyGxodelGofGoephδsingGinGxoleculδrGuunctionsUGJournalZofZPhysicalZChemistryZCSG2016SG
XYWSGXaZcZTXaZdY 3.8 9

202 nollδpsedGcδrπonGnδnotuπeseGqromGnδnoGtoGmesoscδleGviδGdensityGfunctionδlGtheoryTπδsedG
tightTπindingGoπjectiveGmoleculδrGmodelingUGCarbonSG2019SGX[ZSGbcaTbdY 10.4 9

201 noherentG—eδlT pδceGnhδrgeGTrδnsportGlcrossGδGoonorTlcceptorGtnterfδceGxediδtedGπyG°iπronicG
nouplingsUGNanoZLettersSG2019SGXdSGcaZWTcaZb 11.5 8

200 TheGroleGofGwδterGcoTδdsorptionGonGtheGmodificδtionGofGünzGnδnowiresGusingGδceticGδcidUGPhysicalZ
ChemistryZChemicalZPhysicsSG2014SGXaSGc]WdTX[ 3.6 8

199 sowGsmδllGnδnodiδmondsGcδnGπejGxoGstudyGofGtheGstδπilityGδgδinstGgrδphitizδtionUGDiamondZandZ
RelatedZMaterialsSG2013SGZZSGbcTc[ 3.5 8

198
’uπlisherNsGyoteeGqormδtionGofGy°GcentersGinGdiδmondeGlGtheoreticδlGstudyGπδsedGonGcδlculδtedG
trδnsitionsGδndGmigrδtionGofGnitrogenGδndGvδcδncyGrelδtedGdefectsG[’hysUG—evUGmGcdSGWb]YWZGOYWX[P∕UG
PhysicalZReviewZBSG2014SGcdSG

3.3 8
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197 pwδldGsummδtionGonGδGhelixeGlGrouteGtoGselfTconsistentGchδrgeGdensityTfunctionδlGπδsedG
tightTπindingGoπjectiveGmoleculδrGdynδmicsUGJournalZofZChemicalZPhysicsSG2013SGXZdSGWd[XXW 3.9 8

196 oqTmRδndGlδnthδnidesUGJournalZofZPhysics:ZConferenceZSeriesSG2010SGY[YSGWXYWW] 0.3 8

195 lGdensityGfunctionδlGtightTπindingGδpproδchGforGmodellingGreGδndGresGstructuresUGJournalZofZPhysicsZ
CondensedZMatterSG1996SGcSGacbZTaccc 1.8 8

194 pTGδndGnTTypeGdopingGinGcδrπonGmodificδtionsUGJournalZofZNonnCrystallineZSolidsSG1998SGYYbTYZWSGaWbTaXX 3.9 8

193 TheGmechδnismGofGdefectGcreδtionGδndGpδssivδtionGδtGtheG inV izYGinterfδceUGJournalZPhysicsZD:Z
AppliedZPhysicsSG2008SG[XSGW[dcWXTW[dcWX 3 8

192 ltomisticG imulδtionGofGtheGplectronicGTrδnsportGinGzrgδnicGyδnostructureseGplectronT’hononGδndG
plectronTplectronGtnterδctionsUGJournalZofZComputationalZElectronicsSG2005SG[SGbdTcY 1.8 8

191 xδgnetoTviπrδtionδlGexcitδtionsGinG’rllYUGJournalZofZPhysicsZF:ZMetalZPhysicsSG1981SGXXSGdW]TdXZ 8

190 –uδntumGmechδnicδlGmodelingGtheGemissionGpδtternGδndGpolδrizδtionGofGnδnoscδleGlightGemittingG
diodesUGNanoscaleSG2016SGcSGXZXacTbZ 7.7 8

189 oefectGcδlculδtionsGwithGhyπridGfunctionδlsGinGlδyeredGcompoundsGδndGinGslδπGmodelsUGPhysicalZ
ReviewZBSG2019SGXWWSG 3.3 8

188  wlmnneGTotδlGenergyGcorrectionGcodeGforGchδrgedGperiodicGslδπGmodelsUGComputerZPhysicsZ
CommunicationsSG2019SGY[WSGXWXTXW] 4.2 7

187 oenselyTpδckedGπundlesGofGcollδpsedGcδrπonGnδnotuπeseGltomisticGδndGmesoscopicGdistinctG
elementGmethodGmodelingUGCarbonSG2019SGX]YSGXdcTYW] 10.4 7

186 TheGδtomicGstructureGofGternδryGδmorphousGTix iXTxzYGhyπridGoxidesUGJournalZofZPhysicsZCondensedZ
MatterSG2014SGYaSGY]ZYWX 1.8 7

185 xδgneticGimpurityGδffectedGπyGspinTorπitGcouplingeGmehδviorGneδrGδGtopologicδlGphδseGtrδnsitionUG
PhysicalZReviewZBSG2013SGccSG 3.3 7

184 qirstTprinciplesGcδlculδtionsGofGδtomicGδndGelectronicGpropertiesGofGünzGnδnostructuresUGPhysicaZ
StatusZSolidiZhBi:ZBasicZResearchSG2010SGY[bSGY]cXTY]dZ 1.3 7

183 TheGyδtureGofGtheG hδllowGmoronGlcceptorGinG inGTGwocδlizδtionGversusGpffectiveGxδssGTheoryUG
MaterialsZScienceZForumSG2004SG[]bT[aWSGbXXTbX[ 0.4 7

182 TheG eδrchGforGyeδrGtnterfδceGzxideGTrδpsGTGqirstT’rinciplesGnδlculδtionsGonGtntrinsicG izYGoefectsUG
MaterialsZScienceZForumSG2005SG[cZT[c]SG]adT]bY 0.4 7

181 tnfluenceGofGcopperGonGtheGelectronicGpropertiesGofGδmorphousGchδlcogenidesUGPhysicalZReviewZBSG
2005SGbYSG 3.3 7

180 wineGwidthGofGmδgneticGexcitδtionsGinGtheGcuπicGwδvesT’hδseGcompoundsG’ryiYSG’rllYUGPhysicaZB:Z
PhysicsZofZCondensedZMatterZfZC:ZAtomicmZMolecularZandZPlasmaZPhysicsmZOpticsSG1983SGXYWSGXbaTXbd 7
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179  tδckingGpngineeringeGlGmoostingG trδtegyGforGYoG’hotocδtδlystsUGJournalZofZPhysicalZChemistryZ
LettersSG2021SGXYSGXWXdWTXWXda 6.4 7

178 tntermoleculδrGconicδlGintersectionsGinGmoleculδrGδggregδtesUGNatureZNanotechnologySG2021SGXaSGaZTac 28.7 7

177 lrtificiδlGtntelligenceGoesignerGforGsighlyTpfficientGzrgδnicG’hotovoltδicGxδteriδlsUGJournalZofZ
PhysicalZChemistryZLettersSG2021SGXYSGcc[bTcc][ 6.4 7

176 nhδrgeGtrδnsferGexcitδtionsGfromGpδrticleTpδrticleGrδndomGphδseGδpproximδtionTzpportunitiesGδndG
chδllengesGδrisingGfromGtwoTelectronGdeficientGsystemsUGJournalZofZChemicalZPhysicsSG2017SGX[aSGXY[XW[ 3.9 6

175 yegδtiveGdifferentiδlGgδinGinGquδntumGdotGsystemseGtnterplδyGofGstructurδlGpropertiesGδndG
mδnyTπodyGeffectsUGAppliedZPhysicsZLettersSG2014SGXW[SGY[YXWc 3.4 6

174 tdentificδtionGofGdefectsGδtGtheGinterfδceGπetweenGZnT inGquδntumGdotsGδndGδG izYGemπeddingG
mδtrixUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2012SGY[dSGZaWTZab 1.3 6

173  py tTt°tTöGzqGsöo—zrpylTpoG twtnzyGylyzozTGzyG xlwwG’zwl—Gxzwpn¯wp UGJournalZofZ
TheoreticalZandZComputationalZChemistrySG2009SGWcSGYddTZXa 1.8 6

172 –uδsipδrticleGcorrectionGforGelectronicGtrδnsportGinGmoleculδrGwiresUGJournalZofZComputationalZ
ElectronicsSG2007SGaSGZ[]TZ[c 1.8 6

171 uouleGheδtingGinGmoleculδrGtunnelGjunctionseGδpplicδtionGtoGnaWUGJournalZofZComputationalZ
ElectronicsSG2008SGbSGZc[TZcd 1.8 6

170
reometricGδndGexcitedTstδteGpropertiesGofGXS[TπisOπenzothiδzolylvinylPπenzeneGinterδctingGwithG
YSYNSYNGNTOXSZS]TphenylenePtris[XTphenylTXsTπenzimidδzole∕GstudiedGπyGδGdensityTfunctionδlG
tightTπindingGmethodUGJournalZofZPhysicalZChemistryZBSG2006SGXXWSGYWc[bT]X

3.4 6

169 rermδniumâ��hydrogenGpδirsGinGsiliconUGJournalZofZPhysicsZCondensedZMatterSG2003SGX]SG YcWZT YcWb 1.8 6

168 xoleculδrGoevicesG imulδtionsGmδsedGonGoensityGqunctionδlGTightTmindingUGJournalZofZComputationalZ
ElectronicsSG2002SGXSGXWdTXXY 1.8 6

167  trδinGrelδxδtionGinGwTTrδlsGπyGtheGδgglomerδtionGofGlsGδntisitesUGPhysicaZB:ZCondensedZMatterSG
2003SGZ[WTZ[YSGYdZTYdc 2.8 6

166  izYTcoδtedGcδrπonGnδnotuπeseGtheoryGδndGexperimentUGInternationalZJournalZofZMaterialsZResearchSG
2002SGdZSG[]]T[]c 6

165 OXWTXWPâ��GδndGOXXTYWPâ�� urfδcesGinGYsâ��SG[sâ��GδndGasâ�� inUGMaterialsZScienceZForumSG2000SGZZcTZ[YSGZa]TZac 0.4 6

164  tructurδlGδndGviπrδtionδlGpropertiesGofGcδrπonGimpuritiesGinGcrystδllineGsiliconUGSemiconductorZ
ScienceZandZTechnologySG2001SGXaSG—[XT—[d 1.8 6

163 xechδnismGforGdicδrπonGdefectGformδtionGinGlllsGδndGrδlsUGPhysicaZB:ZCondensedZMatterSG1999SG
YbZTYb[SGbc[Tbcb 2.8 6

162  ignificδntGtncreδseGofGplectronGThermδlGnonductivityGinGoirδcG emimetδlGmeryllonitreneGπyGoopingG
meyondG°δnGsoveG ingulδrityUGAdvancedZFunctionalZMaterialsSYXXX]]a 15.6 6
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161  imulδtionGofGtmpulsiveG°iπrδtionδlG pectroscopyUGJournalZofZPhysicalZChemistryZASG2019SGXYZSGYWa]TYWbY 2.8 6

160 °iπronicGdephδsingGmodelGforGcoherentTtoTincoherentGcrossoverGinGoylUGPhysicalZReviewZBSG2018SG
dbSG 3.3 6

159  tructurδlGpvolutionGofGnuVünzGlctiveG iteseGqromG—eδctiveGpnvironmentGtoG¯ltrδhighG°δcuumUG
ChemCatChemSG2014SGaSGYZYYTYZYa 5.2 5

158  uπstrδteGmediδtedGstδπilizδtionGofGmethylphosphonicGδcidGonGünzGnonTpolδrGsurfδcesNUGSurfaceZ
ScienceSG2012SGaWaSGYcdTYdY 1.8 5

157 ltomisticGmodelingGofGdynδmicδlGquδntumGtrδnsportUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2013SG
Y]WSGYZ[dTYZ][ 1.3 5

156 ’lδsmδGδndGopticδlGthinGfilmGtechnologiesG2011SG 5

155 rδteTcontrolledGdonorGδctivδtionGinGsiliconGnδnowiresUGNanoZLettersSG2010SGXWSGZbdXT] 11.5 5

154  iliconâ��cδrπonGnδnocompositeseGTheoreticδlGinvestigδtionsUGJournalZofZMolecularZStructureSG2010SG
dcYSGcbTdW 3.4 5

153 xechδnicδlGpropertiesGofGsolidGnOaWPGstudiedGwithGdensityGfunctionδlGtightGπindingGmethodG
δugmentedGπyGδnGempiricδlGdispersionGtermUGJournalZofZPhysicsZCondensedZMatterSG2008SGYWSGYb]Y[W 1.8 5

152 pffectGofGselfTconsistencyGδndGelectronGcorrelδtionGonGtheGspδtiδlGextensionGofGπipolδronicGdefectsUG
OrganicZElectronicsSG2004SG]SGXabTXb[ 3.5 5

151 rloπδlGoptimizδtionGofGsiliconGnδnoclustersUGAppliedZSurfaceZScienceSG2004SGYYaSGXWcTXXZ 6.7 5

150 nδlculδtedGδndGexperimentδlGlowTlossGelectronGenergyGlossGspectrδGofGdislocδtionsGinGdiδmondGδndG
rδyUGJournalZofZPhysicsZCondensedZMatterSG2002SGX[SGXYbdZTXYcWW 1.8 5

149  tructurδlGmodelsGforGtheGreconstructionGofGtheGsurfδceGδndGtheirGrelδtiveGstδπilitiesUGJournalZofZ
PhysicsZCondensedZMatterSG1998SGXWSG[]YZT[]ZY 1.8 5

148  tructureGformδtionGinGlowTenergyGmethylGrδdicδlGcollisionsGontoGdiδmondGOXWWPeGδnGxoGstudyUG
DiamondZandZRelatedZMaterialsSG1996SG]SGXadTXb[ 3.5 5

147 xδgneticGxomentGofGtronGnlustersGwithGXWdSGXXWSGXXXSGδndGX[bGltomsUGJournalZofZComputationalZandZ
TheoreticalZNanoscienceSG2007SG[SGYa[TYad 0.3 5

146 plectronicG’ropertiesGofGoefectiveGxo YGxonolδyersG uπjectGtoGxechδnicδlGoeformδtionseGlG
qirstT’rinciplesGlpproδchUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2020SGY]bSGXdWW][X 1.3 5

145 ¯ltrδfδstG—eδlTTimeGoynδmicsGofGnzGzxidδtionGoverGδnGzxideG’hotocδtδlystUGACSZCatalysisSG2020SGXWSGXZa]WTXZa]c13.1 5

144 zpticδllyGδndGplectricδllyGnontrollδπleGldδtomG pinTorπitδlGoynδmicsGinGTrδnsitionGxetδlG
oichδlcogenidesUGNanoZLettersSG2017SGXbSGabYXTabYa 11.5 4
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143 plectronicG’ropertiesGδndGnhδrgeGTrδnsferGofGTopologicδllyG’rotectedG tδtesGinGsyπridGmismutheneG
wδyersUGJournalZofZPhysicalZChemistryZCSG2020SGXY[SGXXbWcTXXbX] 3.8 4

142 oensityGfunctionδlGπδsedGtightTπindingGpδrδmetrizδtionGofGhδfniumGoxideeG imulδtionsGofG
δmorphousGstructuresUGPhysicalZReviewZBSG2018SGdcSG 3.3 4

141 TheoreticδlGpredictionGofGcδrπonGdioxideGreductionGtoGmethδneGδtGcoordinδtivelyGunsδturδtedGferricG
siteGinGtheGpresenceGofGnuGimpuritiesUGPhysicalZChemistryZChemicalZPhysicsSG2014SGXaSGZ]X]Td 3.6 4

140 ’olδrGpuzOXXXPGonGtrOXXXPeGlGtwoTdimensionδlGoxideUGPhysicalZReviewZBSG2014SGcdSG 3.3 4

139 TowδrdsGδtomicGlevelGsimulδtionGofGelectronGdevicesGincludingGtheGsemiconductorToxideGinterfδceG
2014SG 4

138  izeGδndGcompositionGdependentGelectronicGδndGopticδlGpropertiesGofGrδxllXâ��xlsGδndGllxrδXâ��xlsG
δlloyedGnδnocrystδlsUGAppliedZPhysicsZLettersSG2009SGd[SGXYZXW] 3.4 4

137 xoleculδrGforceGfieldGpδrδmetrizδtionGusingGmultiToπjectiveGevolutionδryGδlgorithms 4

136 xodellingGelectronGenergyTlossGspectrδGofGdislocδtionsGinGsiliconGδndGdiδmondUGPhysicaZB:ZCondensedZ
MatterSG2001SGZWcTZXWSG]bbT]cW 2.8 4

135 trrδdiδtionGpxperimentG—evisitedGâ��G tδπilityGδndG’ositronGwifetimeGofGwδrgeG°δcδncyGnlustersGinG
 iliconUGMaterialsZScienceZForumSG2001SGZaZTZa]SGXZ]TXZb 0.4 4

134 ltomisticGsimulδtionGofGtheGπomπδrdmentGprocessGduringGtheGmpyGphδseGofGchemicδlGvδporG
depositionGOn°oPGofGdiδmondUGDiamondZandZRelatedZMaterialsSG2002SGXXSG]XZT]Xc 3.5 4

133 TheGformδtionGofGnδnopipesGcδusedGπyGdonorGimpuritiesGinGrδyeGlGtheoreticδlGstudyGforGtheGcδseGofG
oxygenUGPhilosophicalZMagazineZLettersSG1999SGbdSGX[bTX]Y 1 4

132 plectricδlGnonductivityGinGtheGsuππδrdGxodelG¯singGtheGqunctionδlGtntegrδlGTechniqueUGPhysicaZ
StatusZSolidiZhBi:ZBasicZResearchSG1976SGb[SGvXWXTvXW] 1.3 4

131 plectricGqieldGTunδπleG¯ltrδfδstGtnterlδyerGnhδrgeGTrδnsferGinGrrδpheneV× GseterostructureUGNanoZ
LettersSG2021SGYXSG[[WZT[[Wd 11.5 4

130 ×δterG—eδctionsGonG—econstructedG—utileGTizYeGlGoensityGqunctionδlGTheoryVoensityGqunctionδlG
TightGmindingGlpproδchUGJournalZofZPhysicalZChemistryZCSG2021SGXY]SGXZYZ[TXZY[a 3.8 4

129 nonstructionGofGyickelTmδsedGouδlGseterointerfδcesGtowδrdsGlccelerδtedGllkδlineGsydrogenG
pvolutionGviδGmoostingGxultiT tepGplementδryG—eδctionUGAdvancedZFunctionalZMaterialsSYXW[cYb 15.6 4

128 lctivityGδndGxechδnismGxδppingGofG’hotocδtδlyticGyzGnonversionGonGtheGlnδtδseGTizOXWXPG
 urfδceUGJournalZofZPhysicalZChemistryZLettersSG2021SGXYSGbbWcTbbXa 6.4 4

127 TunδπleG urfδceGnhemistryGinGseterogeneousGmilδyerG ingleTltomGnδtδlystsGforGplectrocδtδlyticGyzG
xG—eductionGtoGlmmoniδUGAdvancedZFunctionalZMaterialsSYYWXYaY 15.6 4

126 ¯ltrδhighGplectronGThermδlGnonductivityGinGTTrrδpheneSGmiphenyleneSGδndGyetTrrδpheneUGAdvancedZ
EnergyZMaterialsSYYWWa]b 21.8 4
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125 TheGspectrδlGδdjustmentGinGnδnoscδleGtrδnsportGcomπinedGwithGtheGdensityGfunctionδlGπδsedGtightG
πindingGmethodUGComputationalZMaterialsZScienceSG2017SGXZZSGX[TYX 3.2 3

124 oephδsingGinGδGxoleculδrGuunctionG°iewedGfromGδGTimeToependentGδndGδGTimeTtndependentG
’erspectiveUGJournalZofZPhysicalZChemistryZCSG2019SGXYZSGd]dWTd]dd 3.8 3

123 lnGδdδptiveGdesignGδpproδchGforGdefectsGdistriπutionGmodelingGinGmδteriδlsGfromGfirstTprincipleG
cδlculδtionsUGJournalZofZMolecularZModelingSG2020SGYaSGXcb 2 3

122
xoleculδrGdynδmicsGsimulδtionsGofGtheGtriπologicδlGπehδviourGofGδGwδterTluπricδtedGδmorphousG
cδrπonâ��fluorineG’pn°oGcoδtingUGModellingZandZSimulationZinZMaterialsZScienceZandZEngineeringSG2013
SGYXSGW]]WYb

2 3

121 ’ermutδtionTinvδriδntGcollectiveGvδriδπleGtoGtrδckGδndGdriveGvδcδncyGdynδmicsGinGsimulδtionsGofG
solidsUGPhysicalZReviewZBSG2013SGccSG 3.3 3

120 plectronGTrδnsportG uppressionGfromGTipTˇ�G tδteGtnterδctionGonG iOXWWPTYGˆ�GXG urfδcesUGJournalZofZ
ChemicalZTheoryZandZComputationSG2011SGbSGbWbTXY 6.4 3

119
–uδntumGmechδnicδlGδndGmoleculδrGmechδnicδlGsimulδtionGδpproδchesGπridgingGlengthGδndGtimeG
scδlesGforGsimulδtionGofGinterfδceGreδctionsGinGreδlisticGenvironmentsUGEuropeanZPhysicalZJournal:Z
SpecialZTopicsSG2009SGXbbSG]dTcX

2.3 3

118 tnfluenceGofGzxygenGonGtheGlπsorptionGofG iliconGnδrπideGyδnopδrticlesUGMaterialsZScienceZForumSG
2011SGabdTacWSG]YWT]YZ 0.4 3

117 TheGxechδnismGofGtnterfδceG tδteG’δssivδtionGπyGyzUGMaterialsZScienceZForumSG2007SG]]aT]]bSG][XT][[ 0.4 3

116 ’lδtinumGδndGgoldGdihydridesGinGsiliconUGPhysicaZB:ZCondensedZMatterSG2003SGZ[WTZ[YSGaacTabY 2.8 3

115 TheoreticδlG tudyGofGlntisiteGlggregδtionGinG˛–T inUGMaterialsZScienceZForumSG2003SG[ZZT[ZaSG[dXT[d[ 0.4 3

114 oislocδtionG tructuresGinGoiδmondeGoensityTqunctionδlGmδsedGxodellingGδndGsighT—esolutionG
plectronGxicroscopyUGDefectZandZDiffusionZForumSG2004SGYYaTYYcSGXXTZW 0.7 3

113 TheGlrtGδndG cienceGofGδnGlnδlyticG’otentiδlG2005SGYZT[W 3

112 —esiduδlGstressesGmodelledGπyGxoGsimulδtionGδppliedGtoG’°oGonGsputterGdepositionUGSurfaceZandZ
CoatingsZTechnologySG2005SGYWWSGXaWWTXaWZ 4.4 3

111 voopmδnsTcompliδntGscreenedGexchδngeGpotentiδlGwithGcorrectGδsymptoticGπehδviorGforG
semiconductorsUGPhysicalZReviewZBSG2020SGXWYSG 3.3 3

110 —oπustGriδntGxδgnetoresistδnceGinGYoG°δnGderG×δδlsGxoleculδrGxδgneticGTunnelGuunctionsUGACSZ
AppliedZMaterialsZfamp;ZInterfacesSG2021SGXZSGZaWdcTZaXW] 9.5 3

109 zptoelectronicG’ropertiesGofGüincGzxideeGlGqirstT’rinciplesGtnvestigδtionG¯singGtheGTrδnâ��mlδhδG
xodifiedGmeckeâ��uohnsonG’otentiδlUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2019SGY]aSGXcWWZcW 1.3 3

108 ’hononicGThermδlGTrδnsportGδlongGrrδpheneGrrδinGmoundδrieseGlGsiddenG°ulnerδπilityUGAdvancedZ
ScienceSG2021SGcSGeYXWXaY[ 13.6 3
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107 xonolδyerG’neGlGpromisingGmδteriδlGforGenvironmentδllyGtoxicGnitrogenTcontδiningGmultiGgδsesUG
JournalZofZHazardousZMaterialsSG2022SG[YYSGXYabaX 12.8 3

106 plectronicGδndGzpticδlG’ropertiesGofGqunctionδlizedGrδyTOXWX´flWPG urfδcesGusingGsyπridToensityG
qunctionδlsUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2019SGY]aSGXcWW[]] 1.3 2

105 nhδrgeTdopingTinducedGphδseGtrδnsitionsGinGhydrogenδtedGδndGfluorinδtedGgrδpheneUGPhysicalZ
ReviewZBSG2014SGdWSG 3.3 2

104 TheGdielectricGresponseGofGlowTkGinterlδyerGdielectricGmδteriδlGchδrδcterizedGπyGelectronGenergyGlossG
spectroscopyUGMicroporousZandZMesoporousZMaterialsSG2014SGXcbSGYZTYc 5.3 2

103 lctivδtionGmechδnismGofGcδrπonGmonoxideGonG˛–TqeYzZGOWWWXPGsurfδceGstudiedGπyGusingGfirstG
principleGcδlculδtionsUGAppliedZPhysicsZLettersSG2012SGXWXSGW[XaWZ 3.4 2

102 TimeToependentGoensityGqunctionδlGnδlculδtionsGonGsydrogenδtedG iliconGnδrπideGyδnocrystδlsUG
MaterialsZScienceZForumSG2011SGabdTacWSG]XaT]Xd 0.4 2

101 oynδmicG imulδtionGofGtheGxigrδtionGofGzxygenG°δcδncyGoefectsGinG—utileGTizYUGMaterialsZResearchZ
SocietyZSymposiaZProceedingsSG2012SGX[ZWSG[d 2

100 lnneδlingGsimulδtionsGtoGdetermineGtheGmδtrixGinterfδceGstructureGofG inGquδntumGdotsGemπeddedG
inG izYUGPhysicaZStatusZSolidiZC:ZCurrentZTopicsZinZSolidZStateZPhysicsSG2010SGbSG[WbT[XW 2

99 lπGinitioGsimulδtionGofGinterfδceGreδctionsGδsGδGfoundδtionGofGunderstδndingGpolymorphismUG
EuropeanZPhysicalZJournal:ZSpecialZTopicsSG2007SGX[dSGXYbTX[[ 2.3 2

98 ’ointGoefectsGδndGtheirGlggregδtionGinG iliconGnδrπideUGMaterialsZScienceZForumSG2007SG]]aT]]bSG[ZdT[[[ 0.4 2

97 lG elfTnonsistentGnhδrgeGoensityTqunctionδlGmδsedGTightTmindingG chemeGforGwδrgeGmiomoleculesG
2005SGZ]bTZba 2

96 tnfluenceGofGtheGgrowthTsurfδceGonGtheGincorporδtionGofGphosphorusGinG inUGAppliedZSurfaceZScienceSG
2005SGY[ZSGZ[]TZ][ 6.7 2

95 TheGeffectGofGchδrgeGonGkinkGmigrδtionGδtGdW´°GpδrtiδlGdislocδtionsGinG inUGPhysicaZStatusZSolidiZhAiZ
ApplicationsZandZMaterialsZScienceSG2005SGYWYSGcbbTccY 1.6 2

94 lgglomerδtionGofGlsGδntisitesGinGlsTrichGlowTtemperδtureGrδlseGnucleδtionGwithoutGδGcriticδlG
nucleusGsizeUGPhysicalZReviewZLettersSG2005SGd]SGXY]]WY 7.4 2

93 plectricδlGlctivityGofGtsolδtedGzxygenGoefectsGinG inUGMaterialsZScienceZForumSG2001SGZ]ZTZ]aSG[aZT[aa 0.4 2

92  tructurδlGδndGplectronicG’ropertiesGofGwineGoefectsGinGrδyUGMaterialsZResearchZSocietyZSymposiaZ
ProceedingsSG1999SG]d]SGX 2

91 ’oliticδlGchδngesGinGpδstGrermδnyGwithGlδstingGimpδctGonGcomputerGsimulδtionsGofGcδrπonTπδsedG
mδteriδlsUGComputationalZMaterialsZScienceSG1994SGYSGXdTZc 3.2 2

90 ’eierlsGTrδnsitionGδndGqluctuδtionGnonductivityGinGThinGweδdT’hthδlocyδnineGO’π’cPGqilmsUGPhysicaZ
StatusZSolidiZASG1985SGcdSGvcdTvd[ 2
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89 oynδmicδlGevolutionGofGtheG chottkyGπδrrierGδsGδGdeterminδntGcontriπutionGtoGelectronTholeGpδirG
stδπilizδtionGδndGphotocδtδlysisGofGplδsmonTinducedGhotGcδrriersUUGNanoscaleSG2022SG 7.7 2

88  imulδtionsGofGtnelδsticGTunnellingGinGxoleculδrGmridgesUGSpringerZProceedingsZinZPhysicsSG2006SGXcZTXca 0.2 2

87 tdentificδtionGofGtheGyitrogenGtnterstitiδlGδsGzriginGofGtheGZUXGe°G’hotoluminescenceGmδndGinG
sexδgonδlGmoronGyitrideUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2021SGY]cSGYXWWWZX 1.3 2

86 TuningGelectronicGδndGopticδlGpropertiesGofGπismuthGmonolδyersGπyGmoleculδrGδdsorptionUGSurfaceZ
ScienceSG2021SGbXWSGXYXc[d 1.8 2

85 r×GelectronicGstructureGcδlculδtionsGofGcoπδltGdefectsGinGünzUGSolidZStateZCommunicationsSG2020SG
ZXaTZXbSGXXZd]W 1.6 1

84 wightGlπsorptionGofGnontδctedGxoleculeseGtnsightsGδndGtmpedimentsGfromGltomisticG imulδtionsUG
JournalZofZPhysicalZChemistryZCSG2016SGXYWSGZaddTZbW[ 3.8 1

83 ’refδceeGqocusGonGqunctionδlGzxidesUGPhysicaZStatusZSolidiZnZRapidZResearchZLettersSG2014SGcSG[]XT[]Y 2.5 1

82 ltomistischeG imulδtionGvonGδmorphenGTizYT trukturenGfˆ…rGoptischeG chichtsystemeUGVakuumZinZ
ForschungZUndZPraxisSG2011SGYZSGaTc 0.3 1

81 oopedGyδnopδrticleseGpvidenceGforGqeYRGinG×urtziteGnoordinδtioneGtronGoopingG tδπilizesGünzG
yδnopδrticlesGO mδllGYWVYWXXPUGSmallSG2011SGbSGYcbcTYcbc 11 1

80  tructurδlGδndGelectronicGpropertiesGofGreT iSG nT iSGδndG’πT iGdimersGonG iOWWXPGfromG
densityTfunctionδlGcδlculδtionsUGPhysicalZReviewZBSG2009SGbdSG 3.3 1

79 TheoreticδlG tudiesGonGoefectsGinG inUGMaterialsZScienceZForumSG1997SGY]cTYaZSGbZdTb[[ 0.4 1

78 seδtGdissipδtionGδndGnonTequiliπriumGphononGdistriπutionsGinGmoleculδrGdevicesUGJournalZofZ
ComputationalZElectronicsSG2007SGaSGZZ]TZZd 1.8 1

77 ×hereG×ouldGtheGplectronicG tδtesGofGδG mδllGrrδphiteTwikeGnδrπonGtslδndGnontriπuteGtoGtheG
 inV izYGtnterfδceG tδteGoensityGoistriπutionjUGMaterialsZScienceZForumSG2006SG]YbT]YdSGXWXdTXWYY 0.4 1

76  iliconGnδrπideeGlG’lδygroundGforGXoTxodulδtionGplectronicsUGMaterialsZScienceZForumSG2006SG
]YbT]YdSGZ]]TZ]c 0.4 1

75 noToopingGofGprToopedG inGwithGzxygenGâ��GlG’romisingG×δyGTowδrdsGpfficientGX][WGnmGpmissionGδtG
—oomGTemperδturejUGMaterialsZScienceZForumSG2006SG]YbT]YdSGa]]Ta]c 0.4 1

74 xodelingGqundδmentδlGlspectsGofGtheG urfδceGnhemistryGofGzxidesGδndGtheirGtnterδctionsGwithG
nouplingGlgentsG2006SGXbTZY 1

73 oensityGqunctionδlGmδsedGxodellingGofGZW´°G’δrtiδlGoislocδtionsGinG inUGMaterialsZScienceZForumSG2004SG
[]bT[aWSG[]ZT[]a 0.4 1

72 noncurrentGnouplingGofGwengthG cδlesGinG olidG tδteG ystemsG2005SGY]XTYdX 1
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71 plectricGqieldsGinGplectronicG tructureGnδlculδtionseGplectricG’olδrizδπilitiesGδndGt—GδndG—δmδnG
 pectrδGfromGqirstG’rinciplesG2005SGYdZTZXW 1

70 lπGtnitioGnδlculδtionGofG hδllowGoefectseG—esultsGforG’T—elδtedGoonorsGinG inUGMaterialsZScienceZ
ForumSG2005SG[cZT[c]SG]WXT]Wa 0.4 1

69 TheoreticδlGtnvestigδtionsGofGtheGoiffusionGofGyitrogenT’δirGoefectsGinG iliconUGSolidZStateZ
PhenomenaSG2005SGXWcTXWdSG[WbT[XY 0.4 1

68 sydrogenGinsertionGδndGextrδctionGmechδnismGinGsingleTwδlledGcδrπonGnδnotuπesUGAIPZConferenceZ
ProceedingsSG2001SG 0 1

67 ooGweGreδllyGneedGconfigurδtionGinterδctionGtheoryGtoGunderstδndGtheGnegδtiveGvδcδncyGinGsiliconjUG
PhysicaZB:ZCondensedZMatterSG2001SGZWcTZXWSG[dbT]WX 2.8 1

66 xoleculδrGoynδmicsG imulδtionGofGtmpuritiesGinGyδnocrystδllineGoiδmondGrrδinGmoundδriesUG
MaterialsZResearchZSocietyZSymposiaZProceedingsSG1999SG]dZSG[cZ 1

65 TheGdensityGofGstδtesGofGtδTnSGtδTnesGδndGδTnesGδsGdeterminedGπyGßTrδyGexcitedGphotoelectronG
spectroscopyGδndGmoleculδrGdynδmicsGcδlculδtionUGJournalZofZNonnCrystallineZSolidsSG1996SGXdcTYWWSGa[XTa[]3.9 1

64 nomputerGδssistedGsimulδtionGδndGelectronicδlGpropertiesGofGreδlisticGδmorphousGcδrπonGstructuresUG
SyntheticZMetalsSG1991SG[YSGYacdTYadY 3.6 1

63 oensityGfunctionδlGtightGπindingGδpproδchGutilizedGtoGstudyGßTrδyTinducedGtrδnsitionsGinGsolidG
mδteriδlsUUGScientificZReportsSG2022SGXYSGX]]X 4.9 1

62 tntrinsicGdefectsGofGrδ eUGJournalZofZPhysicsZCondensedZMatterSG2020SGZYSGYc]]WZ 1.8 1

61 rroupGthreeGnitrideGclustersGδsGpromisingGcomponentsGforGnδnoelectronicsUGMaterialsZTodayZ
ChemistrySG2022SGYZSGXWWb]X 6.2 1

60 pxploringGchδrgeGdensityGdistriπutionGδndGelectronicGpropertiesGofGhyπridGorgδnicTgermδniumGlδyersUG
PhysicalZChemistryZChemicalZPhysicsSG2020SGYYSGYYW]]TYYWa] 3.6 1

59
 tructurδlSGelectronicSGδndGthermodynδmicGpropertiesGofGTizYVorgδnicGclusterseGperformδnceGofG
oqTmGmethodGwithGdifferentGpδrδmeterGsetsUGInternationalZJournalZofZQuantumZChemistrySG2021SG
XYXSGeYa[Yb

2.1 1

58 ’hotoinducedGchδrgeTtrδnsferGinGchromophoreTlδπeledGgoldGnδnoclusterseGquδntumGevidenceGofGtheG
criticδlGroleGofGligδndsGδndGviπronicGcouplingsUGNanoscaleSG2021SGXZSGabcaTabdb 7.7 1

57 ’ossiπilitiesGδndGwimitsGofGoecreδsingGtheGrδpGofGlnδtδseGTizYGπyGllloyingGwithGyitrogenUGJournalZofZ
PhysicalZChemistryZCSG2021SGXY]SGZXdYTZXdb 3.8 1

56 pxploringG urfδceGpffectsGinGnoGoopedGünzGyδnowiresG×ithGsyπridToensityGqunctionδlGTheoryUG
PhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2018SGY]]SGXcWW[YX 1.3 1

55 syπridG nnToqTmVmoleculδrGmechδnicδlGstudiesGofGsTπondedGsystemsGδndGofGyTδcetylTOwTllδPnG
yjTmethylδmideGhelicesGinGwδterGsolution 1

54 ¯ltrδfδstGwightTtnducedGqerromδgneticG tδteGinGTrδnsitionGxetδlGoichδlcogenidesGxonolδyersUUG
JournalZofZPhysicalZChemistryZLettersSG2022SGYba]TYbbX 6.4 1

ThomastFrauenheim

30



53 TrδnsverseGelectronicGtrδnsportGthroughGnucleoπδseTpδirsGofGδGoylGwireUGMaterialsZTodayZChemistrySG
2022SGY[SGXWWcZ[ 6.2 1

52 lnisotropicG’hononicGδndGplectronicGThermδlGTrδnsportGinGmeyUUGJournalZofZPhysicalZChemistryZ
LettersSG2022SG[]WXT[]W] 6.4 1

51 ¯niversδlGcoTexistenceGofGphotovoltδicsGδndGferroelectricityGfromGδGtwoTdimensionδlGZ—GπilδyerGmßG
OßGhG’SGlsSG πPUGJournalZofZMaterialsZChemistryZCSG2022SGXWSGXW[cTXWaX 7.1 0

50 TuningGxδgneticGlnisotropyGinGTwoToimensionδlGxetδlT emiconductorGuδnusGvδnGderG×δδlsG
seterostructuresUGJournalZofZPhysicalZChemistryZLettersSG2021SGXYSGXXZWcTXXZX] 6.4 0

49 yewG’entδoctiteG’hδseGofGrroupT°GyδnostructuresUGPhysicaZStatusZSolidiZhBi:ZBasicZResearchSG2021SG
Y]cSGYXWWXXY 1.3 0

48 ¯singGoqTmGtoGxodelG’hotocδtδlyticGlnδtδseT—utileGTizGyδnocrystδllineGtnterfδcesGδndGTheirGmδndG
llignmentUGJournalZofZChemicalZTheoryZandZComputationSG2021SGXbSG]YZdT]Y[b 6.4 0

47 —eversiπlyGTuningGtheGzpticδlG’ropertiesGofGoefectiveGTrδnsitionTxetδlGoichδlcogenideGxonolδyersUG
PhysicaZStatusZSolidiZhBi:ZBasicZResearchSYWWW]Y[ 1.3 0

46 tnfluenceGofGporosityGδndGmethylGdopingGinsideGsilicδGnetworkeGlnGelectronGdiffrδctionGδndGoqTmG
δnδlysisUGMicroporousZandZMesoporousZMaterialsSG2014SGYWWSGX[]TX]W 5.3

45 TizYGyδnowiresGδsGδG×ideGmδndgδpGoirδcGxδteriδleGδGnumericδlGstudyGofGimpurityGscδtteringGδndG
lndersonGdisorderUGMaterialsZResearchZSocietyZSymposiaZProceedingsSG2014SGXa]dSGXcbTXdX

44 vineticGxonteGnδrloG imulδtionGofGtheGldsorptionGnompetitionGofGppoxideGnomponentsGonGtheG
lluminiumGzxideG urfδceUGSoftZMaterialsSG2012SGXWSGYZ]TY]a 1.7

43 lccurδteGrδpGwevelsGδndGTheirG—oleGinGtheG—eliδπilityGofGztherGnδlculδtedGoefectG’ropertiesG2011SGXZdTX][

42  tructurδlGδndGplectricδlG’ropertiesGofGThreδdingGoislocδtionsGinGrδyUGMaterialsZScienceZForumSG1997
SGY]cTYaZSGXYWZTXYXW 0.4

41 TheGtnefficiencyGofGsYT’δssivδtionGδsGδGnriterionGforGtheGzriginGofG inV izYGoeepGtnterfδceG tδtesGTGδG
TheoreticδlG tudyUGMaterialsZScienceZForumSG2008SGaWWTaWZSGbYZTbYa 0.4

40 wδrgeT cδleGplectronicG tructureGnδlculδtionsG¯singGwineδrG cδlingGxethodsG2005SGYZXTY[d

39 tncoherentGtunnelingGδndGheδtGdissipδtionGinGmoleculδrGπridgesUGJournalZofZPhysics:ZConferenceZSeries
SG2006SGZ]SGZ[dTZ]a 0.3

38 qirstT’rinciplesGnδlculδtionsGofG˛–TlluminδGOWWWXPG urfδcesGpnergiesGwithGδndGwithoutGsydrogenG
2005SGZbbTZcb

37  uperhδrdGxδteriδlsG2005SG]ZZT][Z

36 nδlculδtionGofGplectronicG tδtesGinG emiconductorGseterostructuresGwithGδnGpmpiricδlGspdsQG
TightTmindingGxodelG2005SG[[dT[aW
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35  tructuresSGpnergeticsGδndGplectronicG’ropertiesGofGnomplexGtttT°G emiconductorG ystemsG2005SG[bZT]XX

34 xodelingGmrittleGδndGouctileGmehδviorGofG olidsGfromGqirstT’rinciplesGnδlculδtionsG2005SG][]T]a[

33 wineδrG cδlingGδπGinitioGnδlculδtionsGinGyδnoscδleGxδteriδlsGwithG tp TlG2005SGZZ]TZ]a

32 nδlculδtionGofGYd iGnhemicδlG hiftsG¯singGδGoensityTqunctionδlGmδsedGTightTmindingG chemeZY[TZYc

31 nhoosingGxodelsGforG olidsG2005SGdTYX

30 nompδrisonGofG imulδtionGxethodsGforGzrgδnicGxoleculδrG ystemeG’orphyrinG tδcksG2005SG]a]T]b]

29 wolGnδlculδtionsG¯singGδGmδsisGofGrδussiδnGzrπitδlsG2005SGXZXTXbX

28 TheG’eriodicGsδrtreeTqockGxethodGδndGttsGtmplementδtionGinGtheGn—ö TlwGnodeG2005SGaZTcc

27 –uδntumGxechδnicδlGtnvestigδtionsGonGtheGtnsertionGnompoundsGofGpδrlyGTrδnsitionGxetδlGzxidesG
2005SG]bbT]dc

26 lπGinitioGxonteGnδrloGtnvestigδtionsGofG mδllGwithiumGnlustersG2005SGZXXTZYY

25  tructureGδndGtsomerizδtionGinGllkδliGsδlideGnlustersG2005SGZYZTZZ[

24 lπGinitioGxoleculδrGoynδmicsG imulδtionsGofG—eδctionsGδtG urfδcesG2005SGZcdT[W[

23 wineδrT—esponseG tudiesGofGtheGplectronâ��’hononGtnterδctionGinGxetδlsG2005SG[XdT[Yc

22 xodellingGnδrπonGforGtndustryeG—δdiolyticGzxidδtionG2005SG[YdT[[b

21 nonstδntT’ressureGxoleculδrGoynδmicsGofGlmorphousG iG2005SG[aXT[bX

20  tructureGδndGoynδmicsGofG’ointGoefectsGinGnrystδllineG iliconG2005SG]XZT]ZY

19 qromGmδndG tructuresGtoGwineδrGδndGyonlineδrGzpticδlG pectrδGinG emiconductorsG2005SG]ddTa[W

18  iGyδnopδrticlesGδsGδGxodelGforG’orousG iG2005SGa[XTaaZ
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17 ’δrδmδgneticGoefectsG2005SGaa]Tac[

16 wδrgeT cδleGlpplicδtionsGofG—eδlT pδceGxultigridGxethodsGtoG urfδcesSGyδnotuπesGδndG–uδntumG
TrδnsportG2005SGac]TbWX

15  emiconductorGyδnostructuresG2005SGbWZTbYY

14 plectronicG tructureGxethodsGforG’redictingGtheG’ropertiesGofGxδteriδlseGrridsGinG pδceG2005SGXbZTXd]
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