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leθrningUFPhysicalgReviewgBSF2014SFbcSF 3.3 393

393 yonTequilibriumFprocessingFleθdsFtoFrecordFhighFthermoelectricFfigureFofFmeritFinF{b“eTSr“eUF
NaturegCommunicationsSF2016SFaSFXYX_a 17.4 377

392 nrystθlFstructureFθndFstθbilityFofFcomplexFprecipitθteFphθsesFinFllâ��nuâ��xgâ��OSiPFθndFllâ��₂nâ��xgFθlloysUF
ActagMaterialiaSF2001SF[cSFZXYcTZX[Y 8.4 334

391 nodopingFinFSn“edFpnhθncementFofF“hermoelectricF{erformθnceFthroughFSynergyFofFResonθnceF
wevelsFθndFmθndFnonvergenceUFJournalgofgthegAmericangChemicalgSocietySF2015SFXZaSF]XWWTXY 16.4 310

390 –θlenceFmθndFxodificθtionFθndFsighF“hermoelectricF{erformθnceFinFSn“eFseθvilyFllloyedFwithF
xn“eUFJournalgofgthegAmericangChemicalgSocietySF2015SFXZaSFXX]WaTX_ 16.4 289
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EnvironmentalgScienceSF2015SFbSFY_aTYaa 35.4 279
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386 sydrogenFinFθluminumdFqirstTprinciplesFcθlculθtionsFofFstructureFθndFthermodynθmicsUFPhysicalg
ReviewgBSF2004SF_cSF 3.3 266

385
RθisingFtheFthermoelectricFperformθnceFofFpTtypeF{bSFwithFendotθxiθlFnθnostructuringFθndF
vθlenceTbθndFoffsetFengineeringFusingFndSFθndF₂nSUFJournalgofgthegAmericangChemicalgSocietySF2012SF
XZ[SFX_ZYaTZ_

16.4 264

384 zriginFofFtheFhighFperformθnceFinFre“eTbθsedFthermoelectricFmθteriθlsFuponFmiY“eZFdopingUF
JournalgofgthegAmericangChemicalgSocietySF2014SFXZ_SFXX[XYTc 16.4 259

383 nuTluSFlgTluSFnuTlgSFθndFyiTluFintermetθllicsdFqirstTprinciplesFstudyFofFtemperθtureTcompositionF
phθseFdiθgrθmsFθndFstructuresUFPhysicalgReviewgBSF1998SF]aSF_[YaT_[[Z 3.3 249

382 qirstTprinciplesFpredictionFofFthermodynθmicθllyFreversibleFhydrogenFstorθgeFreθctionsFinFtheF
wiTxgTnθTmTsFsystemUFJournalgofgthegAmericangChemicalgSocietySF2009SFXZXSFYZWTa 16.4 242

381 lccelerθtedFdiscoveryFofFmetθllicFglθssesFthroughFiterθtionFofFmθchineFleθrningFθndF
highTthroughputFexperimentsUFSciencegAdvancesSF2018SF[SFeθθqX]__ 14.3 237

380 qirstTprinciplesFstudyFofFbinθryFbccFθlloysFusingFspeciθlFquθsirθndomFstructuresUFPhysicalgReviewgBSF
2004SF_cSF 3.3 228

379 oestθbilizingFwims[FwithFθFxetθlFOxFgFxgSFllSF“iSF–SFnrSForFScPForFxetθlFsydrideFOxsYFgFxgsYSF“isYSF
orFnθsYPUFJournalgofgPhysicalgChemistrygCSF2007SFXXXSFXcXZ[TXcX[W 3.8 227

378 “owθrdFnomputθtionθlFxθteriθlsFoesigndF“heFtmpθctFofFoensityFqunctionθlF“heoryFonFxθteriθlsF
ReseθrchUFMRSgBulletinSF2006SFZXSF_]cT__b 3.2 221

377 qirstT{rinciplesF{redictionFofF–θcθncyFzrderToisorderFθndFtntercθlθtionFmθtteryF–oltθgesFinF
wixnozYUFPhysicalgReviewgLettersSF1998SFbXSF_W_T_Wc 7.4 217

376 xultiscθleFmodelingFofF˛‚iFprecipitθtionFinFllâ��nuFbinθryFθlloysUFActagMaterialiaSF2004SF]YSFYcaZTYcba 8.4 209

375
RhombohedrθlFtoFnubicFnonversionFofFre“eFviθFxn“eFllloyingFweθdsFtoF”ltrθlowF“hermθlF
nonductivitySFplectronicFmθndFnonvergenceSFθndFsighF“hermoelectricF{erformθnceUFJournalgofgtheg
AmericangChemicalgSocietySF2018SFX[WSFY_aZTY_b_

16.4 206

374 sighF₂“FinFpTtypeFO{b“ePXTYxO{bSePxO{bSPxFthermoelectricFmθteriθlsUFJournalgofgthegAmericang
ChemicalgSocietySF2014SFXZ_SFZYY]TZa 16.4 198

373 {hθseFstθbilityFθndFstructureFofFspinelTbθsedFtrθnsitionFθluminθsUFPhysicalgReviewgBSF2000SF_ZSF 3.3 198

372 qirstTprinciplesFcθlculθtionFofFselfTdiffusionFcoefficientsUFPhysicalgReviewgLettersSF2008SFXWWSFYX]cWX 7.4 197

371 qirstFprinciplesFsimulθtionsFofFtheFelectrochemicθlFlithiθtionFθndFdelithiθtionFofFfθcetedFcrystθllineF
siliconUFJournalgofgthegAmericangChemicalgSocietySF2012SFXZ[SFX[Z_YTa[ 16.4 192

370 qirstT{rinciplesFoeterminθtionFofFxulticomponentFsydrideF{hθseFoiθgrθmsdFlpplicθtionFtoFtheF
wiTxgTyTsFSystemUFAdvancedgMaterialsSF2007SFXcSFZYZZTZYZc 24 191

369 xethodFforFlocθtingFlowTenergyFsolutionsFwithinFoq“R”UFPhysicalgReviewgBSF2010SFbYSF 3.3 187
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368 qirstFprinciplesFimpurityFdiffusionFcoefficientsUFActagMaterialiaSF2009SF]aSF[XWYT[XWb 8.4 184

367 {recipitθtesFinFllâ��nuFθlloysFrevisiteddFltomTprobeFtomogrθphicFexperimentsFθndFfirstTprinciplesF
cθlculθtionsFofFcompositionθlFevolutionFθndFinterfθciθlFsegregθtionUFActagMaterialiaSF2011SF]cSF_XbaT_YW[8.4 169

366 ”ltrθthinFwithiumTtonFnonductingFnoθtingsFforFtncreθsedFtnterfθciθlFStθbilityFinFsighF–oltθgeF
withiumTtonFmθtteriesUFChemistrygofgMaterialsSF2014SFY_SFZXYbTZXZ[ 9.6 164

365 qirstTprinciplesFdescriptionFofFθnomθlouslyFlowFlθtticeFthermθlFconductivityFinFthermoelectricF
nuTSbTSeFternθryFsemiconductorsUFPhysicalgReviewgBSF2012SFb]SF 3.3 161

364 pntropicθllyFfθvoredForderingdFtheFmetθllurgyFofFllOYPnuFrevisitedUFPhysicalgReviewgLettersSF2001SFb_SF]]XbTYX7.4 160

363 tncludingFcrystθlFstructureFθttributesFinFmθchineFleθrningFmodelsFofFformθtionFenergiesFviθF–oronoiF
tessellθtionsUFPhysicalgReviewgBSF2017SFc_SF 3.3 158

362 sighFthermoelectricFperformθnceFinFmiWU[_SbXU][“eZFnθnostructuredFwithF₂n“eUFEnergygandg
EnvironmentalgScienceSF2018SFXXSFX]YWTX]Z] 35.4 155

361 xθteriθlsFscienceFwithFlθrgeTscθleFdθtθFθndFinformθticsdF”nlockingFnewFopportunitiesUFMRSgBulletinSF
2016SF[XSFZccT[Wc 3.2 155

360 ReveθlingFmoleculθrTlevelFsurfθceFredoxFsitesFofFcontrollθblyFoxidizedFblθckFphosphorusF
nθnosheetsUFNaturegMaterialsSF2019SFXbSFX]_TX_Y 27 150

359 xultiscθleFmodelingFofFprecipitθteFmicrostructureFevolutionUFPhysicalgReviewgLettersSF2002SFbbSFXY]]WZ 7.4 145

358 sighTthroughputFoq“FcθlculθtionsFofFformθtionFenergySFstθbilityFθndFoxygenFvθcθncyFformθtionF
energyFofFlmzFperovskitesUFScientificgDataSF2017SF[SFXaWX]Z 8.2 144

357 qirstTprinciplesFpredictionFofFθFgroundFstθteFcrystθlFstructureFofFmθgnesiumFborohydrideUFPhysicalg
ReviewgLettersSF2008SFXWWSFXZ]]WX 7.4 140

356 sighT“hroughputFnomputθtionθlFScreeningFofF{erovskitesFforF“hermochemicθlF—θterFSplittingF
lpplicθtionsUFChemistrygofgMaterialsSF2016SFYbSF]_YXT]_Z[ 9.6 137

355 nomputθtionθlFinvestigθtionFofFhθlfTseuslerFcompoundsFforFspintronicsFθpplicθtionsUFPhysicalg
ReviewgBSF2017SFc]SF 3.3 136

354 plemyetdFoeepFweθrningFtheFnhemistryFofFxθteriθlsFqromFznlyFplementθlFnompositionUFScientificg
ReportsSF2018SFbSFXa]cZ 4.9 131

353 ltomisticFcθlculθtionsFθndFmθteriθlsFinformθticsdFlFreviewUFCurrentgOpiniongingSolidgStategandg
MaterialsgScienceSF2017SFYXSFX_aTXa_ 12 122

352 tntermediθteFphθsesFinFsodiumFintercθlθtionFintoFxoSYFnθnosheetsFθndFtheirFimplicθtionsFforF
sodiumTionFbθtteriesUFNanogEnergySF2017SFZbSFZ[YTZ[c 17.1 119

351 plectrochemistryFofFSeleniumFwithFSodiumFθndFwithiumdFvineticsFθndFReθctionFxechθnismUFACSg
NanoSF2016SFXWSFbabbTc] 16.7 119
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350 RoleFofFsiliconFinFθccelerθtingFtheFnucleθtionFofFllZOScS₂rPFprecipitθtesFinFdiluteFllâ��Scâ��₂rFθlloysUFActag
MaterialiaSF2012SF_WSF[a[WT[a]Y 8.4 119

349 –irtuθlFθluminumFcθstingsdFlnFindustriθlFθpplicθtionFofFtnxpUFJomSF2006SF]bSFYbTZ] 2.1 117

348 tnterfθceFθndFheterostructureFdesignFinFpolyelementθlFnθnopθrticlesUFScienceSF2019SFZ_ZSFc]cTc_[ 33.3 116

347 sighF“hermoelectricF{erformθnceFinFplectronToopedFlgmiSFwithF”ltrθlowF“hermθlFnonductivityUF
JournalgofgthegAmericangChemicalgSocietySF2017SFXZcSF_[_aT_[aZ 16.4 115

346 sighT“hroughputFnomputθtionθlFScreeningFofFyewFwiTtonFmθtteryFlnodeFxθteriθlsUFAdvancedg
EnergygMaterialsSF2013SFZSFY]YTY_Y 21.8 115

345 qirstTprinciplesFtheoryFofFvibrθtionθlFeffectsFonFtheFphθseFstθbilityFofFnuTluFcompoundsFθndFθlloysUF
PhysicalgReviewgBSF1998SF]bSFR]bcaTR]cWW 3.3 114

344 “hermodynθmicFguidelinesFforFtheFpredictionFofFhydrogenFstorθgeFreθctionsFθndFtheirFθpplicθtionF
toFdestθbilizedFhydrideFmixturesUFPhysicalgReviewgBSF2007SFa_SF 3.3 114

343 nθtionFθndFvθcθncyForderingFinFwixnozYUFPhysicalgReviewgBSF1998SF]aSFYY[YTYY]Y 3.3 113

342 sighTthroughputFcomputθtionθlFdesignFofFcθthodeFcoθtingsFforFwiTionFbθtteriesUFNatureg
CommunicationsSF2016SFaSFXZaac 17.4 112

341 lukxoSFnoreTShellFseterostructuresFwithFStrongFwightTxθtterFtnterθctionsUFNanogLettersSF2016SF
X_SFa_c_TaaWY 11.5 111

340 RoleFofFsodiumFdopingFinFleθdFchθlcogenideFthermoelectricsUFJournalgofgthegAmericangChemicalg
SocietySF2013SFXZ]SF[_Y[Ta 16.4 111

339 SuperconductivityFinFmetθstθbleFphθsesFofFphosphorusThydrideFcompoundsFunderFhighFpressureUF
PhysicalgReviewgBSF2016SFcZSF 3.3 108

338 qirstTprinciplesFstudyFofFtheFnucleθtionFθndFstθbilityFofForderedFprecipitθtesFinFternθryFllâ��Scâ��wiF
θlloysUFActagMaterialiaSF2011SF]cSFZWXYTZWYZ 8.4 107

337 {erformθnceFofFtheFstronglyFconstrθinedFθndFθppropriθtelyFnormedFdensityFfunctionθlFforF
solidTstθteFmθteriθlsUFPhysicalgReviewgMaterialsSF2018SFYSF 3.2 106

336 noncertedFRθttlingFinFnslg]F“eZFweθdingFtoF”ltrθlowF“hermθlFnonductivityFθndFsighF
“hermoelectricF{erformθnceUFAngewandtegChemiegvgInternationalgEditionSF2016SF]]SFXX[ZXT_ 16.4 105

335 “hermodynθmicFstθbilityFofFxgTbθsedFternθryFlongTperiodFstθckingForderedFstructuresUFActag
MaterialiaSF2014SF_bSFZY]TZZb 8.4 104

334 ”ltrθlowF“hermθlFnonductivityFinFqullFseuslerFSemiconductorsUFPhysicalgReviewgLettersSF2016SFXXaSFW[__WY7.4 103

333 qirstTprinciplesFθluminumFdθtθbθsedFpnergeticsFofFbinθryFllFθlloysFθndFcompoundsUFPhysicalgReviewg
BSF2006SFaZSF 3.3 103
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332 nontrollingFtheFintercθlθtionFchemistryFtoFdesignFhighTperformθnceFduθlTsθltFhybridFrechθrgeθbleF
bθtteriesUFJournalgofgthegAmericangChemicalgSocietySF2014SFXZ_SFX_XX_Tc 16.4 99

331 lchievingFz“FhFXFinFtnexpensiveF₂intlF{hθseFnθc₂n[RxSbcFbyF{hθseFmoundθryFxθppingUFAdvancedg
FunctionalgMaterialsSF2017SFYaSFX_W_Z_X 15.6 98

330 lFmθchineFleθrningFθpproθchFforFengineeringFbulkFmetθllicFglθssFθlloysUFActagMaterialiaSF2018SFX]cSFXWYTXXX8.4 97

329 lFhybridFcomputθtionθlTexperimentθlFθpproθchFforFθutomθtedFcrystθlFstructureFsolutionUFNatureg
MaterialsSF2013SFXYSFXYZTa 27 96

328 qirstTprinciplesFtheoryFofFshortTrθngeForderFinFsizeTmismθtchedFmetθlFθlloysdFnuTluSFnuTlgSFθndF
yiTluUFPhysicalgReviewgBSF1998SF]aSF[ZZYT[Z[b 3.3 92

327 {redictionFofFwiFtntercθlθtionFθndFmθtteryF–oltθgesFinFwθyeredFvsUFnubicFwiFxFnozYUFJournalgofgtheg
ElectrochemicalgSocietySF1998SFX[]SFY[Y[TY[ZX 3.9 92

326 qirstTprinciplesFstudyFofFsoluteâ��vθcθncyFbindingFinFmθgnesiumUFActagMaterialiaSF2010SF]bSF]ZXT][W 8.4 91

325 nomputθtionθlF{redictionFofFsighF“hermoelectricF{erformθnceFinFsoleFoopedFwθyeredFreSeUF
ChemistrygofgMaterialsSF2016SFYbSFZYXbTZYY_ 9.6 91

324 sighF“hermoelectricF{erformθnceFinFSn“eâ��lgSb“eYFllloysFfromFwθtticeFSofteningSFriθntF
{hononâ��–θcθncyFScθtteringSFθndF–θlenceFmθndFnonvergenceUFACSgEnergygLettersSF2018SFZSFaW]TaXY 20.1 90

323 pnθblingFtheFhighFcθpθcityFofFlithiumTrichFθntiTfluoriteFlithiumFironFoxideFbyFsimultθneousFθnionicF
θndFcθtionicFredoxUFNaturegEnergySF2017SFYSFc_ZTcaX 62.3 90

322 xorphologyFcontrolFofFnθnostructuresdFyθTdopedF{b“eT{bSFsystemUFNanogLettersSF2012SFXYSF]cacTb[ 11.5 90

321 qirstTprinciplesFthermodynθmicFfrθmeworkFforFtheFevθluθtionFofFthermochemicθlFsYzTForF
nzYTsplittingFmθteriθlsUFPhysicalgReviewgBSF2009SFbWSF 3.3 88

320 sydrogenFstorθgeFinFcθlciumFθlθnθtedFqirstTprinciplesFthermodynθmicsFθndFcrystθlFstructuresUF
PhysicalgReviewgBSF2007SFa]SF 3.3 88

319 qirstTprinciplesFpredictionFofFequilibriumFprecipitθteFshθpesFinFllTnuFθlloysUFPhilosophicalgMagazineg
LettersSF1999SFacSF_bZT_cW 1 88

318 {redictionsFofFnewFlmzZFperovskiteFcompoundsFbyFcombiningFmθchineFleθrningFθndFdensityF
functionθlFtheoryUFPhysicalgReviewgMaterialsSF2018SFYSF 3.2 88

317 withiumF“rθnsportFinFlmorphousFllYzZFθndFllqZFforFoiscoveryFofFmθtteryFnoθtingsUFJournalgofg
PhysicalgChemistrygCSF2013SFXXaSFbWWcTbWXZ 3.8 87

316 “hermodynθmicFlspectsFofFnθthodeFnoθtingsFforFwithiumTtonFmθtteriesUFAdvancedgEnergygMaterialsSF
2014SF[SFX[WW_cW 21.8 84

315 tncorporθtingFfirstTprinciplesFenergeticsFinFcomputθtionθlFthermodynθmicsFθpproθchesUFActag
MaterialiaSF2002SF]WSFYXbaTYXca 8.4 83
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314 withiumFtrθnsportFthroughFlithiumTionFbθtteryFcθthodeFcoθtingsUFJournalgofgMaterialsgChemistrygASF
2015SFZSFXaY[bTXaYaY 13 82

313 qirstTprinciplesFtheoryFofFshortTrθngeForderSFelectronicFexcitθtionsSFθndFspinFpolθrizθtionFinFyiT–FθndF
{dT–FθlloysUFPhysicalgReviewgBSF1995SF]YSFbbXZTbbYb 3.3 82

312 vθnFderF—θθlsFtnterθctionsFinFwθyeredFwithiumFnobθltFzxidesUFJournalgofgPhysicalgChemistrygCSF2015SF
XXcSFXcW]ZTXcW]b 3.8 80

311 {erformθnceFofFnlusterFpxpθnsionsFofFnoverθgeToependentFldsorptionFofFltomicFzxygenFonF
{tOXXXPUFJournalgofgChemicalgTheorygandgComputationSF2012SFbSFY_[TaZ 6.4 79

310 nT“ypeFSnSeYFzrientedTyθnoplθteTmθsedF{elletsFforFsighF“hermoelectricF{erformθnceUFAdvancedg
EnergygMaterialsSF2018SFbSFXaWYX_a 21.8 76

309 SoftFphononFmodesFfromFoffTcenterFreFθtomsFleθdFtoFultrθlowFthermθlFconductivityFθndFsuperiorF
thermoelectricFperformθnceFinFnTtypeF{bSeâ��reSeUFEnergygandgEnvironmentalgScienceSF2018SFXXSFZYYWTZYZW35.4 75

308 lFfingerprintFbθsedFmetricFforFmeθsuringFsimilθritiesFofFcrystθllineFstructuresUFJournalgofgChemicalg
PhysicsSF2016SFX[[SFWZ[YWZ 3.9 75

307 —eθkFplectronF{hononFnouplingFθndFoeepFwevelFtmpurityFforFsighF“hermoelectricF{erformθnceF
{bXâ��xrθx“eUFAdvancedgEnergygMaterialsSF2018SFbSFXbWW_]c 21.8 75

306 {redictingF˛†iFprecipitθteFmorphologyFθndFevolutionFinFxgâ��RpFθlloysFusingFθFcombinθtionFofF
firstTprinciplesFcθlculθtionsFθndFphθseTfieldFmodelingUFActagMaterialiaSF2014SFa_SFY]cTYaX 8.4 74

305 qirstTprinciplesFtheoryFofFcompetingForderFtypesSFphθseFsepθrθtionSFθndFphononFspectrθFinF
thermoelectricFlg{bmSb“eOmRYPFθlloysUFPhysicalgReviewgLettersSF2008SFXWXSFX]]aW[ 7.4 73

304 xorphologicθlFpngineeringFofF—ingedFlukxoSFseterostructuresFforFplectrocθtθlyticFsydrogenF
pvolutionUFNanogLettersSF2018SFXbSFaXW[TaXXW 11.5 71

303 sighF“hermoelectricF{erformθnceFinFSupersθturθtedFSolidFSolutionsFθndFyθnostructuredFnT“ypeF
{b“eâ��re“eUFAdvancedgFunctionalgMaterialsSF2018SFYbSFXbWX_Xa 15.6 69

302 tsingTlikeFdescriptionFofFstructurθllyFrelθxedForderedFθndFdisorderedFθlloysUFPhysicalgReviewgLettersSF
1995SFa]SFZX_YTZX_] 7.4 69

301 lFvθlenceFbθlθncedFruleFforFdiscoveryFofFXbTelectronFhθlfTseuslersFwithFdefectsUFEnergygandg
EnvironmentalgScienceSF2018SFXXSFX[bWTX[bb 35.4 68

300 sighTthroughputFcomputθtionθlFseθrchFforFstrengtheningFprecipitθtesFinFθlloysUFActagMaterialiaSF
2016SFXWYSFXY]TXZ] 8.4 67

299 wocθlFenvironmentFdependentFrrlR”FmethodFforFθccurθteFthermochemistryFofFtrθnsitionFmetθlF
compoundsUFPhysicalgReviewgBSF2014SFcWSF 3.3 67

298 ReθctionFenergeticsFθndFcrystθlFstructureFofFwi[myZsXWFfromFfirstFprinciplesUFPhysicalgReviewgBSF
2007SFa]SF 3.3 67

297 nomprehensiveFpnhθncementFofFyθnostructuredFwithiumTtonFmθtteryFnθthodeFxθteriθlsFviθF
nonformθlFrrθpheneFoispersionUFNanogLettersSF2017SFXaSFY]ZcTY][_ 11.5 66

(2017-2015)

7



296 SystemθticFStudyFofFzxygenF–θcθncyF“unθbleF“rθnsportF{ropertiesFofFqewTwθyerFxozZâ��xFpnθbledF
byF–θporTmθsedFSynthesisUFAdvancedgFunctionalgMaterialsSF2017SFYaSFX_W]ZbW 15.6 66

295 qirstTprinciplesFcθlculθtionsFofF˛†iTxg]Si_V˛–TllFinterfθcesUFActagMaterialiaSF2007SF]]SF]cZ[T]c[a 8.4 66

294 qormθtionFofFhighTstrengthF˛†iFprecipitθtesFinFxgâ��RpFθlloysdF“heFroleFofFtheFxgV˛†iFinterfθciθlF
instθbilityUFActagMaterialiaSF2015SFbZSFa]TbZ 8.4 65

293 lbFinitioFpredictionFofForderedFgroundTstθteFstructuresFinF₂rzYT·YzZUFPhysicalgReviewgBSF2008SFaaSF 3.3 65

292 “heoreticθlFpredictionFofFlowTenergyFcrystθlFstructuresFθndFhydrogenFstorθgeFenergeticsFinFwiYysUF
PhysicalgReviewgBSF2006SFaZSF 3.3 65

291 pffectsFofFθnhθrmonicFstrθinFonFtheFphθseFstθbilityFofFepitθxiθlFfilmsFθndFsuperlθtticesdFlpplicθtionsF
toFnobleFmetθlsUFPhysicalgReviewgBSF1998SF]aSF[bX_T[bYb 3.3 65

290 lbFinitioFdeterminθtionFofFstructurθlFstθbilityFinFfccTbθsedFtrθnsitionTmetθlFθlloysUFPhysicalgReviewgBSF
1993SF[bSFaY_Ta[a 3.3 65

289 {ressureFinducedFthermoelectricFenhθncementFinFSnSeFcrystθlsUFJournalgofgMaterialsgChemistrygASF
2016SF[SFXYWaZTXYWac 13 65

288
lllTtnorgθnicFsθlideF{erovskitesFθsF{otentiθlF“hermoelectricFxθteriθlsdFoynθmicFnθtionF
offTnenteringFtnducesF”ltrθlowF“hermθlFnonductivityUFJournalgofgthegAmericangChemicalgSocietySF
2020SFX[YSFc]]ZTc]_Z

16.4 64

287 {dYSeZFxonolθyerdFlF{romisingF“woToimensionθlF“hermoelectricFxθteriθlFwithF”ltrθlowFwθtticeF
“hermθlFnonductivityFθndFsighF{owerFqθctorUFChemistrygofgMaterialsSF2018SFZWSF]_ZcT]_[a 9.6 64

286 “hermodynθmicFstθbilityFofFnoâ��llâ��—FwXYF˛‡iUFActagMaterialiaSF2013SF_XSFYZZWTYZZb 8.4 64

285 oiscoveryFofFnovelFhydrogenFstorθgeFmθteriθlsdFθnFθtomicFscθleFcomputθtionθlFθpproθchUFJournalgofg
PhysicsgCondensedgMatterSF2008SFYWSFW_[YYb 1.8 64

284 sighF“hermoelectricF{erformθnceFinF{olycrystθllineFSnSeF–iθFouθlToopingFwithFlgVyθFθndF
yθnostructuringF—ithFlgbSnSe_UFAdvancedgEnergygMaterialsSF2019SFcSFXbWZWaY 21.8 64

283 lFcombinedFnlw{sloVfirstTprinciplesFremodelingFofFtheFthermodynθmicsFofFllâ��SrdFunsuspectedF
groundFstθteFenergiesFbyFâ��roundingFupFtheFOunPusuθlFsuspectsâ��UFActagMaterialiaSF2004SF]YSFYaZcTYa][ 8.4 63

282 ShθpeFregulθtionFofFhighTindexFfθcetFnθnopθrticlesFbyFdeθlloyingUFScienceSF2019SFZ_]SFXX]cTXX_Z 33.3 62

281 SuperiorFzxygenFReductionFReθctionFonF{hosphorusToopedFnθrbonFootVrrθpheneFlerogelFforF
lllTSolidTStθteFqlexibleFllâ��lirFmθtteriesUFAdvancedgEnergygMaterialsSF2020SFXWSFXcWYaZ_ 21.8 62

280 lllTScθleFsierθrchicθllyFStructuredFpT“ypeF{bSeFllloysFwithFsighF“hermoelectricF{erformθnceF
pnθbledFbyFtmprovedFmθndFoegenerθcyUFJournalgofgthegAmericangChemicalgSocietySF2019SFX[XSF[[bWT[[b_ 16.4 62

279 qirstTprinciplesFstudyFofFnobleFgθsFimpuritiesFθndFdefectsFinF”zYUFPhysicalgReviewgBSF2011SFb[SF 3.3 61
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278 lpproθchingFchemicθlFθccurθcyFwithFdensityFfunctionθlFcθlculθtionsdFoiθtomicFenergyFcorrectionsUF
PhysicalgReviewgBSF2013SFbaSF 3.3 60

277 xθteriθlFdesignFofFhighTcθpθcityFwiTrichFlθyeredToxideFelectrodesdFwiYxnzZFθndFbeyondUFEnergygandg
EnvironmentalgScienceSF2017SFXWSFYYWXTYYXX 35.4 60

276 SuppressingFxθngθneseFoissolutionFfromFwithiumFxθngθneseFzxideFSpinelFnθthodesFwithF
SingleTwθyerFrrθpheneUFAdvancedgEnergygMaterialsSF2015SF]SFX]WW_[_ 21.8 60

275
nhemicθlFtnsightsFintoF{bSeTFxLsgSedFsighF{owerFqθctorFθndFtmprovedF“hermoelectricF
{erformθnceFbyFllloyingFwithFoiscordθntFltomsUFJournalgofgthegAmericangChemicalgSocietySF2018SF
X[WSFXbXX]TXbXYZ

16.4 60

274 ”singFtheFXbTplectronFRuleF“oF”nderstθndFtheFyominθlFXcTplectronFsθlfTseuslerFybnoSbFwithFybF
–θcθnciesUFChemistrygofgMaterialsSF2017SFYcSFXYXWTXYXa 9.6 59

273 qirstTprinciplesFphθseFstθbilitySFmθgneticFpropertiesFθndFsolubilityFinFθluminumâ��rθreTeθrthFOllâ��RpPF
θlloysFθndFcompoundsUFActagMaterialiaSF2011SF]cSFZ_]cTZ___ 8.4 59

272 vineticsFθndF“hermodynθmicsFofFsYzFoissociθtionFonFReducedFnezYOXXXPUFJournalgofgPhysicalg
ChemistrygCSF2014SFXXbSFYa[WYTYa[X[ 3.8 58

271 {hysicθlFfθctorsFcontrollingFtheFobservedFhighTstrengthFprecipitθteFmorphologyFinFxgâ��rθreFeθrthF
θlloysUFActagMaterialiaSF2014SF_]SFY[WTY]W 8.4 55

270 sighT{erformθnceF“hermoelectricsFfromFnellulθrFyθnostructuredFSbYSiY“e_UFJouleSF2020SF[SFX]cTXa] 27.8 55

269 SurfθceFphθseFdiθgrθmFθndFstθbilityFofFOWWXPFθndFOXXXPFwixnYz[FspinelFoxidesUFPhysicalgReviewgBSF
2015SFcYSF 3.3 54

268 {redictingFmetθstθbleFphθseFboundθriesFinFllâ��nuFθlloysFfromFfirstTprinciplesFcθlculθtionsFofFfreeF
energiesdF“heFroleFofFθtomicFvibrθtionsUFEurophysicsgLettersSF2006SFaZSFaXcTaY] 1.6 54

267 vineticθllyTorivenF{hθseF“rθnsformθtionFduringFwithiθtionFinFnopperFSulfideFyθnoflθkesUFNanog
LettersSF2017SFXaSF]aY_T]aZZ 11.5 53

266 {redictionFofFyewFStθbleFnompoundsFθndF{romisingF“hermoelectricsFinFtheFnuâ��Sbâ��SeFSystemUF
ChemistrygofgMaterialsSF2014SFY_SFZ[YaTZ[Z] 9.6 52

265 noherentFphθseFstθbilityFinFllT₂nFθndFllTnuFfccFθlloysdF“heFroleFofFtheFinstθbilityFofFfccF₂nUFPhysicalg
ReviewgBSF1999SF_WSFX_[[bTX_[_Y 3.3 52

264 qirstTprinciplesFgrowthFkineticsFθndFmorphologicθlFevolutionFofFnuFnθnoscθleFpθrticlesFinFllUFActag
MaterialiaSF2005SF]ZSFYa]cTYa_[ 8.4 51

263 qirstTprinciplesV{hθseTfieldFmodelingFofF˛‚iFprecipitθtionFinFllTnuFθlloysUFActagMaterialiaSF2017SFX[WSFZ[[TZ][8.4 50

262 {redictingFdensityFfunctionθlFtheoryFtotθlFenergiesFθndFenthθlpiesFofFformθtionFofFmetθlTnonmetθlF
compoundsFbyFlineθrFregressionUFPhysicalgReviewgBSF2016SFcZSF 3.3 49

261 oiscordθntFnθtureFofFndFinFre“eFenhθncesFphononFscθtteringFθndFimprovesFbθndFconvergenceFforF
highFthermoelectricFperformθnceUFJournalgofgMaterialsgChemistrygASF2020SFbSFXXcZTXYW[ 13 49
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260 pnhθncementFofF“hermoelectricF{erformθnceFforFnT“ypeF{bSFthroughFSynergyFofFrθpFStθteFθndF
qermiFwevelF{inningUFJournalgofgthegAmericangChemicalgSocietySF2019SFX[XSF_[WZT_[XY 16.4 48

259 yiTludFlFtestingFgroundFforFtheoriesFofFphθseFstθbilityUFComputationalgMaterialsgScienceSF1997SFbSFXWaTXYX3.2 48

258 ReveθlingFtheFnonversionFxechθnismFofF“rθnsitionFxetθlFzxideFplectrodesFduringFwithiθtionFfromF
qirstT{rinciplesUFChemistrygofgMaterialsSF2017SFYcSFcWXXTcWYY 9.6 46

257 ooubleFsθlfTseuslersUFJouleSF2019SFZSFXYY_TXYZb 27.8 46

256 pnhθncedFoensityTofTStθtesFpffectiveFxθssFθndFStrθinedFpndotθxiθlFyθnostructuresFinFSbToopedF
{bnd“eF“hermoelectricFllloysUFACSgAppliedgMaterialsgnamp;gInterfacesSF2019SFXXSFcXcaTcYW[ 9.5 46

255 qirstTprinciplesFdeterminθtionFofFcrystθlFstructuresSFphθseFstθbilitySFθndFreθctionFthermodynθmicsFinF
theFwiTxgTllTsFhydrogenFstorθgeFsystemUFPhysicalgReviewgBSF2009SFacSF 3.3 46

254 ShortTrθngeTorderFtypesFinFbinθryFθlloysdFθFreflectionFofFcoherentFphθseFstθbilityUFJournalgofgPhysicsg
CondensedgMatterSF2000SFXYSFYa[cTYa_b 1.8 46

253 nomputθtionθlFinvestigθtionFofFinverseFseuslerFcompoundsFforFspintronicsFθpplicθtionsUFPhysicalg
ReviewgBSF2018SFcbSF 3.3 45

252 sighFqigureFofFxeritFinFrθlliumToopedFyθnostructuredFnT“ypeF{b“eTre“eFwithFxidgθpFStθtesUF
JournalgofgthegAmericangChemicalgSocietySF2019SFX[XSFX_X_cTX_Xaa 16.4 44

251 zutTofT{lθneFxechθnicθlF{ropertiesFofFYoFsybridFzrgθnicTtnorgθnicF{erovskitesFbyF
yθnoindentθtionUFACSgAppliedgMaterialsgnamp;gInterfacesSF2018SFXWSFYYX_aTYYXaZ 9.5 44

250 tmplicθtionsFofFcoverθgeTdependentFzFθdsorptionFforFcθtθlyticFyzFoxidθtionFonFtheFlθteFtrθnsitionF
metθlsUFCatalysisgSciencegandgTechnologySF2014SF[SF[Z]_T[Z_] 5.5 44

249 Soluteâ��vθcθncyFbindingFofFtheFrθreFeθrthsFinFmθgnesiumFfromFfirstFprinciplesUFActagMaterialiaSF2012SF
_WSF]X]XT]X]c 8.4 44

248 {redictingFtheFmorphologiesFofF˛‡iFprecipitθtesFinFcobθltTbθsedFsuperθlloysUFActagMaterialiaSF2017SF
X[XSFYaZTYb[ 8.4 43

247 “hermodynθmicFstθbilityFofFxgâ��·â��₂nFlongTperiodFstθckingForderedFstructuresUFScriptagMaterialiaSF
2012SF_aSFacbTbWX 5.6 43

246 ShortTFθndFlongTrθngeForderFofFtheFbinθryFxθdelungFlθtticeUFPhysicalgReviewgBSF1995SF]XSF_ba_T_bcX 3.3 43

245 oevelopingFθnFimprovedFcrystθlFgrθphFconvolutionθlFneurθlFnetworkFfrθmeworkFforFθccelerθtedF
mθteriθlsFdiscoveryUFPhysicalgReviewgMaterialsSF2020SF[SF 3.2 43

244 tnterplθyFofFcθtionFθndFθnionFredoxFinFwixnzFcθthodeFmθteriθlFθndFpredictionFofFimprovedF
wiOxnSxPzFelectrodesFforFwiTionFbθtteriesUFSciencegAdvancesSF2018SF[SFeθθo_a][ 14.3 43

243 oiffusionFcoefficientsFofFtrθnsitionFmetθlsFinFfccFcobθltUFActagMaterialiaSF2017SFXZYSF[_aT[ab 8.4 42
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242 weθdTqreeFmroθdbθndFzrθngeTpmittingF₂eroToimensionθlFsybridFO{xlPtnmrFwithFoirectFmθndFrθpUF
InorganicgChemistrySF2019SF]bSFX]_WYTX]_Wc 5.1 42

241 sighF“hermoelectricF{erformθnceFinF{bSeâ��yθSbSeYFllloysFfromF–θlenceFmθndFnonvergenceFθndF
wowF“hermθlFnonductivityUFAdvancedgEnergygMaterialsSF2019SFcSFXcWXZaa 21.8 42

240 {θrticlelikeF{hononF{ropθgθtionFoominθtesF”ltrθlowFwθtticeF“hermθlFnonductivityFinFnrystθllineF
“lγ{Z}–Seγ{[}UFPhysicalgReviewgLettersSF2020SFXY[SFW_]cWX 7.4 41

239 “heoreticθlF{redictionFofFxetθstθbleFtntermediθtesFinFtheFoecompositionFofFxgOms[PYUFJournalgofg
PhysicalgChemistrygCSF2012SFXX_SFXW]YYTXW]Yb 3.8 41

238 qirstTprinciplesFdensityFfunctionθlFcθlculθtionsFforFxgFθlloysdFlFtoolFtoFθidFinFθlloyFdevelopmentUF
ScriptagMaterialiaSF2010SF_ZSF_bWT_b] 5.6 41

237 yetworkFθnθlysisFofFsynthesizθbleFmθteriθlsFdiscoveryUFNaturegCommunicationsSF2019SFXWSFYWXb 17.4 40

236 “heoreticθlFpredictionFofFdifferentFdecompositionFpθthsFforFnθOms[PYFθndFxgOms[PYUFPhysicalg
ReviewgBSF2010SFbYSF 3.3 40

235 sighF“hermoelectricF{erformθnceFinFtheFyewFnubicFSemiconductorFlgSnSbSeFbyFsighTpntropyF
pngineeringUFJournalgofgthegAmericangChemicalgSocietySF2020SFX[YSFX]XbaTX]Xcb 16.4 40

234 oynθmicFimθgingFofFcrystθllineFdefectsFinFlithiumTmθngθneseFoxideFelectrodesFduringF
electrochemicθlFθctivθtionFtoFhighFvoltθgeUFNaturegCommunicationsSF2019SFXWSFX_cY 17.4 39

233 sydrogenFStorθgeF{ropertiesFinFOwiysYPYâ��wims[â��OxgsYPXFxixturesFOXFgFWUWâ��XUWPUFJournalgofg
PhysicalgChemistrygCSF2008SFXXYSF[Zb[T[ZcW 3.8 39

232 noherentFθndFincoherentFphθseFstθbilitiesFofFthermoelectricFrocksθltFt–T–tFsemiconductorFθlloysUF
PhysicalgReviewgBSF2012SFb_SF 3.3 38

231 lnFintegrθtedFfrθmeworkFforFmultiTscθleFmθteriθlsFsimulθtionFθndFdesignUFJournalgofg
ComputervAidedgMaterialsgDesignSF2004SFXXSFXbZTXcc 38

230 xθchineTleθrningTθccelerθtedFhighTthroughputFmθteriθlsFscreeningdFoiscoveryFofFnovelFquθternθryF
seuslerFcompoundsUFPhysicalgReviewgMaterialsSF2018SFYSF 3.2 38

229 oiscoveryFofFnθlciumTxetθlFllloyFlnodesFforFReversibleFnθTtonFmθtteriesUFAdvancedgEnergygMaterials
SF2019SFcSFXbWYcc[ 21.8 38

228 “emperθtureFoependentFnT“ypeFSelfFoopingFinFyominθllyFXcTplectronFsθlfTseuslerF“hermoelectricF
xθteriθlsUFAdvancedgEnergygMaterialsSF2018SFbSFXbWX[Wc 21.8 38

227 xultistepFwithiθtionFofF“inFSulfidedFlnFtnvestigθtionF”singFinFSituFplectronFxicroscopyUFACSgNanoSF
2018SFXYSFZ_ZbTZ_[] 16.7 37

226 oiscoveryFofFθFSuperconductingFnuTmiFtntermetθllicFnompoundFbyFsighT{ressureFSynthesisUF
AngewandtegChemiegvgInternationalgEditionSF2016SF]]SFXZ[[_TXZ[[c 16.4 37

225 oissolvingFtheF{eriodicF“θbleFinFnubicF₂irconiθdFoθtθFxiningFtoFoiscoverFnhemicθlF“rendsUFChemistryg
ofgMaterialsSF2014SFY_SFXcb]TXccX 9.6 36
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224 RelθtiveFstθbilityFofFnormθlFvsUFinverseFspinelFforFZdFtrθnsitionFmetθlFoxidesFθsFlithiumFintercθlθtionF
cθthodesUFPhysicalgChemistrygChemicalgPhysicsSF2013SFX]SF_[b_Tcb 3.6 36

223 oiscordθntFnθtureFofFndFinF{bSedFoffTcenteringFθndFcoreâ��shellFnθnoscθleFndSeFprecipitθtesFleθdFtoF
highFthermoelectricFperformθnceUFEnergygandgEnvironmentalgScienceSF2020SFXZSFYWWTYXX 35.4 36

222 yonlocθlFfirstTprinciplesFcθlculθtionsFinFnuTluFθndFotherFintermetθllicFθlloysUFPhysicalgReviewgLettersSF
2014SFXXYSFWa]]WY 7.4 35

221 riθntFonsiteFelectronicFentropyFenhθncesFtheFperformθnceFofFceriθFforFwθterFsplittingUFNatureg
CommunicationsSF2017SFbSFYb] 17.4 35

220 nreθtingFminθryFnuâ��miFnompoundsFviθFsighT{ressureFSynthesisdFlFnombinedFpxperimentθlFθndF
“heoreticθlFStudyUFChemistrygofgMaterialsSF2017SFYcSF]Ya_T]Yb] 9.6 34

219 nomplexFrθreTeθrthFθluminumFhydridesdFmechθnochemicθlFprepθrθtionSFcrystθlFstructureFθndF
potentiθlFforFhydrogenFstorθgeUFJournalgofgthegAmericangChemicalgSocietySF2009SFXZXSFX_aZ]T[Z 16.4 34

218
qirstT{rinciplesFnθlculθtionsSFplectrochemicθlFθndFXTrθyFlbsorptionFStudiesFofF
wiTyiT{z[SurfθceT“reθtedxwiYxnzZ´•OXâ��xPwixzYOxFgFxnSFyiSFnoPFplectrodesFforFwiTtonFmθtteriesUF
JournalgofgthegElectrochemicalgSocietySF2011SFX]cSFlXYXTlXYa

3.9 34

217 {robingFStrθinTtnducedFmθndFrθpFxodulθtionFinFYoFsybridFzrgθnicâ��tnorgθnicF{erovskitesUFACSg
EnergygLettersSF2019SF[SFac_TbWY 20.1 34

216 SiteTSpecificF{ositioningFθndF{θtterningFofFxoSFxonolθyersdF“heFRoleFofFluFSeedingUFACSgNanoSF
2018SFXYSFbcaWTbca_ 16.7 33

215 wθrgeF“hermθlFnonductivityForopsFinFtheFoiθmondoidFwθtticeFofFnuqeSFbyFoiscordθntFltomFoopingUF
JournalgofgthegAmericangChemicalgSocietySF2019SFX[XSFXbcWWTXbcWc 16.4 33

214 qirstTprinciplesFtheoryFofFY]WFWWWTθtomFcoherentFθlloyFmicrostructureUFModellinggandgSimulationging
MaterialsgSciencegandgEngineeringSF2000SFbSFZYZTZZZ 2 33

213 pnergeticsFofFθntiphθseFboundθriesFinF˛‡iFnoZOllS—PTbθsedFsuperθlloysUFActagMaterialiaSF2016SFXWZSF]aT_Y 8.4 32

212 {redictingFtheFsizeTFθndFtemperθtureTdependentFshθpesFofFprecipitθtesFinFllâ��₂nFθlloysUFActag
MaterialiaSF2000SF[bSF[WWaT[WYW 8.4 32

211 rlobθlFvolumeFrelθxθtionsFθndFphθseFstθbilityFinFdisorderedF{dTRhFθlloysUFPhysicalgReviewgBSF1993SF
[bSF]a__T]aab 3.3 32

210
sighF“hermoelectricF{erformθnceFinFtheF—ideFmθndTrθpFlgrθXTx“eYFnompoundsdFoirectionθlF
yegθtiveF“hermθlFpxpθnsionFθndFtntrinsicθllyFwowF“hermθlFnonductivityUFAdvancedgFunctionalg
MaterialsSF2019SFYcSFXbW_]Z[

15.6 32

209 yθZ₂rYSiY{zXYdFlFStθbleFyθRTtonFSolidFplectrolyteFforFSolidTStθteFmθtteriesUFACSgAppliedgEnergyg
MaterialsSF2020SFZSFa[YaTa[Za 6.1 31

208 nrystθlFstructureFθndFphononFinstθbilityFofFhighTtemperθtureF˛†TnθOms[PYUFPhysicalgReviewgBSF2009SF
acSF 3.3 31

207 miY{dz[dFlF{romisingF“hermoelectricFzxideFwithFsighF{owerFqθctorFθndFwowFwθtticeF“hermθlF
nonductivityUFChemistrygofgMaterialsSF2017SFYcSFY]YcTY]Z[ 9.6 30
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206 tntrinsicF“rθnsportFinFYoFseterostructuresFxediθtedFthroughFhTmyF“unnelingFnontθctsUFNanog
LettersSF2018SFXbSFYccWTYccb 11.5 30

205 ouθlFllloyingFStrθtegyFtoFlchieveFθFsighF“hermoelectricFqigureFofFxeritFθndFwθtticeFsθrdeningFinF
pT“ypeFyθnostructuredF{b“eUFACSgEnergygLettersSF2018SFZSFY]cZTY_WX 20.1 30

204
zriginFofFtntrinsicθllyFwowF“hermθlFnonductivityFinF“θlnθkhiteFnuqeSF“hermoelectricFxθteriθldF
norrelθtionsFbetweenFwθtticeFoynθmicsFθndF“hermθlF“rθnsportUFJournalgofgthegAmericangChemicalg
SocietySF2019SFX[XSFXWcW]TXWcX[

16.4 29

203 {θthwθyFθndFenergeticsFofFxenonFmigrθtionFinFurθniumFdioxideUFPhysicalgReviewgBSF2013SFbaSF 3.3 29

202 lFhighTperformθnceFθnodeFmθteriθlFbθsedFonFqexnzZVgrθpheneFcompositeUFJournalgofgAlloysgandg
CompoundsSF2017SF_c]SFXYYZTXYZW 5.7 29

201 oesigningFchemicθlFθnθlogsFtoF{b“eFwithFintrinsicFhighFbθndFdegenerθcyFθndFlowFlθtticeFthermθlF
conductivityUFNaturegCommunicationsSF2019SFXWSFaXc 17.4 29

200 nrystθlFstructureFθndFluminescenceFpropertiesFofFleθdTfreeFmetθlFhθlidesFOn_s]nsYysZPZxmr_FOxF
gFmiFθndFSbPUFJournalgofgMaterialsgChemistrygCSF2020SFbSFaZYYTaZYc 7.1 28

199 nθtθlystFdesignFbyFscθnningFprobeFblockFcopolymerFlithogrθphyUFProceedingsgofgthegNationalg
AcademygofgSciencesgofgthegUnitedgStatesgofgAmericaSF2018SFXX]SFZa_[TZa_c 11.5 28

198 nomputθtionθlFstrθtegiesFforFdesignFθndFdiscoveryFofFnθnostructuredFthermoelectricsUFNpjg
ComputationalgMaterialsSF2019SF]SF 10.9 27

197 oesigningFθndFoiscoveringFθFyewFqθmilyFofFSemiconductingF}uθternθryFseuslerFnompoundsFmθsedF
onFtheFXbTplectronFRuleUFChemistrygofgMaterialsSF2018SFZWSF[cabT[cb] 9.6 26

196 zrgθnicFoyeFrrθpheneFsybridFStructuresFwithFSpectrθlFnolorFSelectivityUFAdvancedgFunctionalg
MaterialsSF2016SFY_SF_]cZT__WW 15.6 25

195 sighTthroughputFscreeningFofFhighTcθpθcityFelectrodesFforFhybridFwiTionTwiTzâ��FcellsUFPhysicalg
ChemistrygChemicalgPhysicsSF2014SFX_SFYYWaZTbY 3.6 25

194 StrθinTtnducedFxetθstθbleF{hθseFStθbilizθtionFinFrθzF“hinFqilmsUFACSgAppliedgMaterialsgnamp;g
InterfacesSF2019SFXXSF]]Z_T]][Z 9.5 25

193 SynthesisFθndFchθrθcterizθtionFofFqeT“iTSbFintermetθllicFcompoundsdFoiscoveryFofFθFnewF
SlθterT{θulingFphθseUFPhysicalgReviewgBSF2016SFcZSF 3.3 24

192 mindingFofFmultipleFsFθtomsFtoFsoluteFθtomsFinFbccFqeFusingFfirstFprinciplesUFActagMaterialiaSF2011SF
]cSF]bXYT]bYW 8.4 24

191 plectronicTstructureFmethodsFforFmθteriθlsFdesignUFNaturegMaterialsSF2021SFYWSFaZ_Ta[c 27 24

190 tnterfθciθlFstθbilityFofF˛‚iVllFinFllTnuFθlloysUFScriptagMaterialiaSF2019SFX]cSFccTXWZ 5.6 24

189 ltomicTScθleFzbservθtionFofFplectrochemicθllyFReversibleF{hθseF“rθnsformθtionsFinFSnSeFSingleF
nrystθlsUFAdvancedgMaterialsSF2018SFZWSFeXbW[cY] 24 24

(2018-2018)
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188
SolvusFboundθriesFofFOmetθPstθbleFphθsesFinFtheFllâ��xgâ��SiFsystemdFqirstTprinciplesFphononF
cθlculθtionsFθndFthermodynθmicFmodelingUFCalphad:gComputergCouplinggofgPhasegDiagramsgandg
ThermochemistrySF2010SFZ[SFYWTY]

1.9 23

187 ReseθrchF”pdθtedF{redictionFofFhighFfigureFofFmeritFplθteθuFinFSnSFθndFsolidFsolutionFofFO{bSSnPSUF
APLgMaterialsSF2016SF[SFXW[]W] 5.7 23

186 pxploringFwithiumTnobθltTyickelFzxideFSpinelFplectrodesFforFâ�¥ZU]F–FwiTtonFnellsUFACSgAppliedg
Materialsgnamp;gInterfacesSF2016SFbSFYaaYWTYaaYc 9.5 23

185 zriginFofFqrθctureTResistθnceFtoFwθrgeF–olumeFnhθngeFinFnuTSubstitutedFnoFzFplectrodesUF
AdvancedgMaterialsSF2018SFZWSFXaW[b]X 24 23

184 qirstTprinciplesFstudyFofFcrystθlFstructureFθndFstθbilityFofF“XFprecipitθtesFinFllTwiTnuFθlloysUFActag
MaterialiaSF2018SFX[]SFZZaTZ[_ 8.4 22

183 –isionFforFoesigningFsighTpnergySFsybridFwiFtonVwiâ��zYFnellsUFJournalgofgPhysicalgChemistrygLettersSF
2013SF[SFZ_WaTZ_XX 6.4 22

182 qirstTprinciplesFclusterFexpθnsionFstudyFofFmissingTrowFreconstructionsFofFfccFOXXWPFsurfθcesUF
PhysicalgReviewgBSF2011SFbZSF 3.3 22

181
nontrθstingFSn“eTyθSb“eFθndFSn“eTyθmi“eF“hermoelectricFllloysdFsighF{erformθnceFqθcilitθtedFbyF
tncreθsedFnθtionF–θcθnciesFθndFwθtticeFSofteningUFJournalgofgthegAmericangChemicalgSocietySF2020SF
X[YSFXY]Y[TXY]Z]

16.4 21

180 wθrgeTScθleFqθbricθtionFofFxoSYFRibbonsFθndF“heirFwightTtnducedFplectronicV“hermθlF{ropertiesdF
oichotomiesFinFtheFStructurθlFθndFoefectFpngineeringUFAdvancedgFunctionalgMaterialsSF2018SFYbSFXaW[b_Z15.6 21

179 ReveθlingFtheFpffectsFofFplectrodeFnrystθllogrθphicFzrientθtionFonFmθtteryFplectrochemistryFviθFtheF
lnisotropicFwithiθtionFθndFSodiθtionFofFReSUFACSgNanoSF2018SFXYSFaba]TabbY 16.7 21

178 yθnopθrticlekxoSYFnoreâ��ShellFlrchitecturedFRoleFofFtheFnoreFxθteriθlUFChemistrygofgMaterialsSF
2018SFZWSF[_a]T[_bY 9.6 21

177 {redictionFofFθlloyFprecipitθteFshθpesFfromFfirstFprinciplesUFEurophysicsgLettersSF2001SF]]SFZZTZc 1.6 21

176 mondingFsierθrchyFrivesFRiseFtoFsighF“hermoelectricF{erformθnceFinFwθyeredF₂intlFnompoundF
mθluY{[UFChemistrygofgMaterialsSF2018SFZWSFaa_WTaa_b 9.6 21

175 {redictionFofFsuperconductingFironTbismuthFintermetθllicFcompoundsFθtFhighFpressureUFChemicalg
ScienceSF2017SFbSFYYY_TYYZ[ 9.4 20

174 {robingFplectrochemicθllyFtnducedFStructurθlFpvolutionFθndFzxygenFRedoxFReθctionsFinFwθyeredF
withiumFtridθteUFChemistrygofgMaterialsSF2019SFZXSF[Z[XT[Z]Y 9.6 20

173 tnverseFmθndFStructureFoesignFviθFxθteriθlsFoθtθbθseFScreeningdFlpplicθtionFtoFSquθreF{lθnθrF
“hermoelectricsUFChemistrygofgMaterialsSF2018SFZWSFX][WTX][_ 9.6 20

172 nrystθlFstructureSFenergeticsSFθndFphθseFstθbilityFofFstrengtheningFprecipitθtesFinFxgFθlloysdFlF
firstTprinciplesFstudyUFActagMaterialiaSF2018SFX]bSF_]Tab 8.4 20

171 qirstTprinciplesFtheoryFofFtheFcoherencyFstrθinSFdefectFenergeticsSFθndFsolvusFboundθriesFinFtheF
{b“eTlgSb“eYFsystemUFPhysicalgReviewgBSF2008SFabSF 3.3 20
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170 xθteriθlsFintegrityFinFmicrosystemsdFθFfrθmeworkFforFθFpetθscθleFpredictiveTscienceTbθsedF
multiscθleFmodelingFθndFsimulθtionFsystemUFComputationalgMechanicsSF2008SF[YSF[b]T]XW 4 20

169 oynθmicFimθgingFofFmetθstθbleFreθctionFpθthwθysFinFlithiθtedFcobθltFoxideFelectrodesUFNanogEnergy
SF2018SF[[SFX]TYY 17.1 20

168 qirstT{rinciplesFStudyFofFwithiumFnobθltFSpinelFzxidesdFnorrelθtingFStructureFθndFplectrochemistryUF
ACSgAppliedgMaterialsgnamp;gInterfacesSF2018SFXWSFXZ[acTXZ[cW 9.5 19

167 zpticθllyFlctiveFXoFxoSFyθnobeltsUFACSgAppliedgMaterialsgnamp;gInterfacesSF2018SFXWSF_accT_bW[ 9.5 19

166 pquilibriumFcompositionFvθriθtionFofF}TphθseFprecipitθtesFinFθluminumFθlloysUFActagMaterialiaSF2017SF
XZbSFX]WTX_W 8.4 19

165 {hosphorusFθllotropesdFStθbilityFofFblθckFversusFredFphosphorusFreTexθminedFbyFmeθnsFofFtheFvθnF
derF—θθlsFinclusiveFdensityFfunctionθlFmethodUFPhysicalgReviewgBSF2017SFc]SF 3.3 19

164 ”ltrθlowFthermθlFconductivityFinFdiθmondoidFlθtticesdFhighFthermoelectricFperformθnceFinF
chθlcopyriteFnuWUbRylgWUYtnXâ��y“eYUFEnergygandgEnvironmentalgScienceSF2020SFXZSFZ_cZTZaW] 35.4 19

163 xicroscopicFxechθnismsFofFrlθsslikeFwθtticeF“hermθlF“rθnsportFinFnubicFnuγ{XY}Sbγ{[}Sγ{XZ}F
“etrθhedritesUFPhysicalgReviewgLettersSF2020SFXY]SFWb]cWX 7.4 19

162 lbsenceFofFyθnostructuringFinFyθ{bFSb“eFdFSolidFSolutionsFwithFsighF“hermoelectricF{erformθnceF
inFtheFtntermediθteF“emperθtureFRegimeUFJournalgofgthegAmericangChemicalgSocietySF2018SFX[WSFaWYXTaWZX16.4 19

161 RecentFθdvθncesFθndFθpplicθtionsFofFdeepFleθrningFmethodsFinFmθteriθlsFscienceUFNpjgComputationalg
MaterialsSF2022SFbSF 10.9 19

160 wθyeredTwθyeredTSpinelFnθthodeFxθteriθlsF{repθredFbyFθFsighTpnergyFmθllTxillingF{rocessFforF
withiumTionFmθtteriesUFACSgAppliedgMaterialsgnamp;gInterfacesSF2016SFbSFZ_ZTaW 9.5 18

159 ReθctionFthermochemistryFofFmetθlFsulfidesFwithFrrlFθndFrrlR”FcθlculθtionsUFPhysicalgReviewgBSF
2015SFcYSF 3.3 18

158 oeterminingFdiluteTlimitFsolvusFboundθriesFinFmultiTcomponentFsystemsFusingFdefectFenergeticsdFyθF
inF{b“eFθndF{bSUFJournalgofgMaterialsgChemistrygCSF2015SFZSFXW_ZWTXW_[c 7.1 18

157 qirstTprinciplesFpredictionFofFphθseFstθbilityFθndFcrystθlFstructuresFinFwiT₂nFθndFyθT₂nFmixedTmetθlF
borohydridesUFPhysicalgReviewgBSF2011SFbZSF 3.3 18

156 nompθrisonFofFthermodynθmicFdθtθbθsesFforFZxxFθndF_xxxFθluminumFθlloysUFMetallurgicalgandg
MaterialsgTransactionsgA:gPhysicalgMetallurgygandgMaterialsgScienceSF2005SFZ_SFYWXZTYWYZ 2.3 18

155 qθvorθbleFRedoxF“hermodynθmicsFofFSr“iWU]xnWU]zZâ��˛·FinFSolθrF“hermochemicθlF—θterFSplittingUF
ChemistrygofgMaterialsSF2020SFZYSFcZZ]TcZ[_ 9.6 18

154 zutstθndingF{ropertiesFθndF{erformθnceFofFnθ“iWU]xnWU]zZâ��˛·FforFSolθrTorivenF“hermochemicθlF
sydrogenF{roductionUFMatterSF2021SF[SF_bbTaWb 12.7 18

153 sighT“hroughputFStudyFofFwθtticeF“hermθlFnonductivityFinFminθryFRocksθltFθndF₂incFmlendeF
nompoundsFtncludingFsigherTzrderFlnhθrmonicityUFPhysicalgReviewgXSF2020SFXWSF 9.1 17
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152 lFyewF“hreeToimensionθlFSubsulfideFtrtnSFwithFoirθcFSemimetθlFmehθviorUFJournalgofgthegAmericang
ChemicalgSocietySF2019SFX[XSFXcXZWTXcXZa 16.4 17

151 SymmetryFbuildingFxonteFnθrloTbθsedFcrystθlFstructureFpredictionUFComputergPhysicsg
CommunicationsSF2014SFXb]SFXZbcTXZcZ 4.2 17

150 nrystθlFStructuresSF{hθseFStθbilitiesSFθndFsydrogenFStorθgeF{ropertiesFofFxetθlFlmidoborθnesUF
JournalgofgPhysicalgChemistrygCSF2012SFXX_SFX[YY[TX[YZX 3.8 17

149 oθtθTcentricFscienceFforFmθteriθlsFinnovθtionUFMRSgBulletinSF2018SF[ZSF_]cT__Z 3.2 17

148 somologousFSeriesFofFYoFnhθlcogenidesFnsTlgTmiT}FO}FgFSSFSePFwithFtonTpxchθngeF{ropertiesUF
JournalgofgthegAmericangChemicalgSocietySF2017SFXZcSFXY_WXTXY_Wc 16.4 16

147 RevisitingFtheFrevisedFlgT{tFphθseFdiθgrθmUFActagMaterialiaSF2017SFXY[SFZY]TZZY 8.4 16

146 plectrochemicθllyFStθbleFnoθtingFxθteriθlsFforFwiSFyθSFθndFxgFxetθlFlnodesFinFourθbleFsighFpnergyF
mθtteriesUFJournalgofgthegElectrochemicalgSocietySF2017SFX_[SFlZ]bYTlZ]bc 3.9 16

145 oirectF–isuθlizθtionFofFplectricTqieldTtnducedFStructurθlFoynθmicsFinFxonolθyerF“rθnsitionFxetθlF
oichθlcogenidesUFACSgNanoSF2020SFX[SFX]_cTX]a_ 16.7 15

144 xixedF{olyθnionFrlθssFnθthodesdFrlθssTStθteFnonversionFReθctionsUFJournalgofgthegElectrochemicalg
SocietySF2016SFX_ZSFlXZXTlXZa 3.9 15

143 ”ltrθlowF“hermθlFnonductivityFθndFsighT“emperθtureF“hermoelectricF{erformθnceFinFnT“ypeF
vYU]mibU]SeX[UFChemistrygofgMaterialsSF2019SFZXSF]c[ZT]c]Y 9.6 15

142 tntrinsicθllyFwowFwθtticeF“hermθlFnonductivityFoerivedFfromFRθttlerFnθtionsFinFθnFlxxi}ZFqθmilyF
ofFnhθlcogenidesUFChemistrygofgMaterialsSF2019SFZXSFbaZ[Tba[X 9.6 15

141 pnergeticsFofFcobθltFθlloysFθndFcompoundsFθndFsoluteâ��vθcθncyFbindingFinFfccFcobθltdFlF
firstTprinciplesFdθtθbθseUFActagMaterialiaSF2017SFXY[SFXTb 8.4 15

140 –ibrθtionθlFcontributionsFtoFtheFphθseFstθbilityFofF{bST{b“eFθlloysUFPhysicalgReviewgBSF2015SFcYSF 3.3 15

139 “heFeffectFofFnθtiveFpointFdefectFthermodynθmicsFonFoffTstoichiometryFinF˛†TxgXallXYUFActag
MaterialiaSF2012SF_WSF]XZ]T]X[Y 8.4 15

138 {redictionFofFθFnθOms[POysYPFquθternθryFhydrogenFstorθgeFcompoundFfromFfirstTprinciplesF
cθlculθtionsUFPhysicalgReviewgBSF2011SFb[SF 3.3 15

137 sighFthermoelectricFperformθnceFinFmθlg·“eZFviθFlowFlθtticeFthermθlFconductivityFinducedFbyF
bondingFheterogeneityUFPhysicalgReviewgMaterialsSF2019SFZSF 3.2 15

136 ”ltrθlowF“hermθlFnonductivityFinFoiθmondoidFStructuresFθndFsighF“hermoelectricF{erformθnceFinF
OnulgPOtnrθP“eUFJournalgofgthegAmericangChemicalgSocietySF2021SFX[ZSF]cabT]cbc 16.4 15

135 lccurθteFθndFscθlθbleFgrθphFneurθlFnetworkFforceFfieldFθndFmoleculθrFdynθmicsFwithFdirectFforceF
θrchitectureUFNpjgComputationalgMaterialsSF2021SFaSF 10.9 15
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134 noncertedFRθttlingFinFnslg]“eZFweθdingFtoF”ltrθlowF“hermθlFnonductivityFθndFsighF“hermoelectricF
{erformθnceUFAngewandtegChemieSF2016SFXYbSFXX_WZTXX_Wb 3.6 15

133 qirstTprinciplesFcθlculθtionsFθndFexperimentθlFstudiesFofFX·₂YFthermoelectricFcompoundsdFdetθiledF
θnθlysisFofFvθnFderF—θθlsFinterθctionsUFJournalgofgMaterialsgChemistrygASF2018SF_SFXc]WYTXc]Xc 13 15

132 nomputθtionθlFoiscoveryFofFwiâ��xâ��zFtonFpxchθngeFxθteriθlsFforFwithiumFpxtrθctionFfromFmrinesUF
ChemistrygofgMaterialsSF2018SFZWSF_c_XT_c_b 9.6 15

131 ”ltrθlowF“hermθlFnonductivityFθndF“hermoelectricF{ropertiesFofFRbYmibSeXZUFChemistrygofg
MaterialsSF2020SFZYSFZ]_XTZ]_c 9.6 14

130 pxpθndedFlithiθtionFofFtitθniumFdisulfidedFReθctionFkineticsFofFmultiTstepFconversionFreθctionUFNanog
EnergySF2019SF_ZSFXWZbbY 17.1 14

129 xoSYTcθppedFnuxSFnθnocrystθlsdFθFnewFheterostructuredFgeometryFofFtrθnsitionFmetθlF
dichθlcogenidesFforFbroθdbθndFoptoelectronicsUFMaterialsgHorizonsSF2019SF_SF]baT]c[ 14.4 13

128 tRyetF2019SF 13

127 StθbilityFθndFequθtionFofFstθteFofFpostTθrθgoniteFmθnzZUFPhysicsgandgChemistrygofgMineralsSF2013SF
[WSF[[aT[]Z 1.6 13

126 StructureFdeterminθtionFofFθnFθmorphousFcompoundFllm[sXXUFChemicalgScienceSF2012SFZSFZXbZ 9.4 13

125 qirstTprinciplesFmoleculθrFdynθmicsFstudyFofFtheFstructureFθndFdynθmicFbehθviorFofFliquidF
wi[myZsXWUFPhysicalgReviewgBSF2009SFbWSF 3.3 13

124 “heFxθteriθlsFReseθrchF{lθtformdFoefiningFtheFRequirementsFfromF”serFStoriesUFMatterSF2019SFXSFX[ZZTX[Zb12.7 13

123 oesigningFsighTpfficiencyFyθnostructuredF“woT{hθseFseuslerF“hermoelectricsUFChemistrygofg
MaterialsSF2017SFYcSFcZb_TcZcb 9.6 12

122 {hθseFtdentificθtionFofFtheFwθyeredF{erovskiteFneFSrxnzFθndFlpplicθtionFforFSolθrF“hermochemicθlF
—θterFSplittingUFInorganicgChemistrySF2019SF]bSFaaW]TaaX[ 5.1 12

121 SixF}uθternθryFnhθlcogenidesFofFtheF{θvoniteFsomologousFSeriesFwithF”ltrθlowFwθtticeF“hermθlF
nonductivityUFChemistrygofgMaterialsSF2019SFZXSFZ[ZWTZ[Zc 9.6 12

120 “heFphθseFstθbilityFnetworkFofFθllFinorgθnicFmθteriθlsUFSciencegAdvancesSF2020SF_SFeθθy]_W_ 14.3 12

119 withiumTtonFnθthodeVnoθtingF{θirsFforF“rθnsitionFxetθlFnontθinmentUFJournalgofgthegElectrochemicalg
SocietySF2016SFX_ZSFlYW][TlYW_[ 3.9 12

118 plectronicFStructureFθndF{hθseFStθbilityFofF·bTqilledFnoSbZFSkutteruditeF“hermoelectricsFfromF
qirstT{rinciplesUFChemistrygofgMaterialsSF2019SFZXSF_X][T_X_Y 9.6 12

117 qirstTprinciplesFpredictionFofFhighTcθpθcitySFthermodynθmicθllyFreversibleFhydrogenFstorθgeF
reθctionsFbθsedFonFOys[PYmXYsXYUFPhysicalgReviewgBSF2011SFbZSF 3.3 12
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116 lFSelfTnθtθlyzingFsydrogenTStorθgeFxθteriθlUFAngewandtegChemieSF2008SFXYWSFbc_TcWX 3.6 12

115 StrθinTinducedFchθngeFinFtheFelθsticθllyFsoftFdirectionFofFepitθxiθllyFgrownFfθceTcenteredTcubicF
metθlsUFAppliedgPhysicsgLettersSF1998SFaYSF[YaT[Yc 3.4 12

114 pxtrθordinθryFroleFofF₂nFinFenhθncingFthermoelectricFperformθnceFofFrθTdopedFnTtypeF{b“eUFEnergyg
andgEnvironmentalgScienceSF2022SFX]SFZ_bTZa] 35.4 12

113 tnFSituSFltomicTResolutionFzbservθtionFofFwithiθtionFθndFSodiθtionFofF—SFyθnoflθkesdFtmplicθtionsF
forFwithiumTtonFθndFSodiumTtonFmθtteriesUFSmallSF2021SFXaSFeYXWW_Za 11 12

112 xicroscopicFmechθnismFofFunusuθlFlθtticeFthermθlFtrθnsportFinF“ltn“eYUFNpjgComputationalgMaterials
SF2021SFaSF 10.9 12

111 oesignFStrθtegyFforFsighT{erformθnceF“hermoelectricFxθteriθlsdF“heF{redictionFofFplectronToopedF
v₂rnuSeZUFChemistrygofgMaterialsSF2019SFZXSFZWXbTZWY[ 9.6 11

110 oiscoveryFofFθFSuperconductingFnuâ��miFtntermetθllicFnompoundFbyFsighT{ressureFSynthesisUF
AngewandtegChemieSF2016SFXYbSFXZ_[[TXZ_[a 3.6 11

109 yiFθndFSeFcoTdopingFincreθsesFtheFpowerFfθctorFθndFthermoelectricFperformθnceFofFnoSbSUFJournalg
ofgMaterialsgChemistrygASF2018SF_SFX]XYZTX]XZX 13 11

108 {redictionFofF}uθternθryFSpinelFzxidesFθsFwiTmθtteryFnθthodesdFnθtionFSiteF{referenceSFxetθlF
xixingSF–oltθgeFθndF{hθseFStθbilityUFJournalgofgthegElectrochemicalgSocietySF2014SFX_XSFlX[[WTlX[[_ 3.9 11

107 qθstFxθssF“rθnsportFvineticsFinFmYWsX_dFlFsighTnθpθcityFsydrogenFStorθgeFxθteriθlUFJournalgofg
PhysicalgChemistrygCSF2013SFXXaSFXcYc]TXcZWX 3.8 11

106 SemiconductingF{θvonitesFndxmi[SebFOxFgFSnFθndF{bPFθndF“heirF“hermoelectricF{ropertiesUF
ChemistrygofgMaterialsSF2017SFYcSFb[c[Tb]WZ 9.6 11

105 lutomθtedFcrystθlFstructureFsolutionFfromFpowderFdiffrθctionFdθtθdF–θlidθtionFofFtheF
firstTprinciplesTθssistedFstructureFsolutionFmethodUFPhysicalgReviewgMaterialsSF2017SFXSF 3.2 11

104 nhθrgeTcθrrierTmediθtedFlθtticeFsofteningFcontributesFtoFhighFz“FinFthermoelectricFsemiconductorsUF
JouleSF2021SF]SFXX_bTXXbY 27.8 11

103 StrongF–θlenceFmθndFnonvergenceFtoFpnhθnceF“hermoelectricF{erformθnceFinF{bSeFwithF“woF
nhemicθllyFtndependentFnontrolsUFAngewandtegChemiegvgInternationalgEditionSF2021SF_WSFY_bTYaZ 16.4 11

102 oissociθtionFofFrθSbFinFnT“ypeF{b“edFoffTnenteredFrθlliumFltomFθndF—eθkFplectronâ��{hononF
nouplingF{rovideFsighF“hermoelectricF{erformθnceUFChemistrygofgMaterialsSF2021SFZZSFXb[YTXb]X 9.6 11

101 “heFyewFSemiconductorFns[nuZmicSXaUFChemistrygofgMaterialsSF2017SFYcSFXa[[TXa]X 9.6 10

100 nubineSFθF}uθsiF“woToimensionθlFnopperâ��mismuthFyθnosheetUFChemistrygofgMaterialsSF2017SFYcSFcbXcTcbYb9.6 10

99 ₂hθoFetFθlUFreplyUFNatureSF2016SF]ZcSFpYTpZ 50.4 10
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98 sighTpressureFdiscoveryFofF˛†TyimiUFChemicalgCommunicationsSF2017SF]ZSFXXY[XTXXY[[ 5.8 10

97 pvθluθtingFθndFimprovingFtheFclusterFvθriθtionFmethodFentropyFfunctionθlFforFtsingFθlloysUFJournalg
ofgChemicalgPhysicsSF1998SFXWbSFYcXYTYcXb 3.9 10

96 plucidθtingFθndFxitigθtingFsighT–oltθgeFoegrθdθtionFnθscθdesFinFnobθltTqreeFwiyizFwithiumTtonF
mθtteryFnθthodesUFAdvancedgMaterialsSF2021SFeYXW_[WY 24 10

95 wθyeredFθndFnubicFSemiconductorsFrθNFOFgFvSFRbSFnsSF“leFNFgFreSFSneFgFSSFSePFθndFsighF“hirdTsθrmonicF
renerθtionUFJournalgofgthegAmericangChemicalgSocietySF2020SFX[YSFXaaZWTXaa[Y 16.4 10

94 StθbilityFθndFconductivityFofFcθtionTFθndFθnionTsubstitutedFwims[TbθsedFsolidTstθteFelectrolytesUF
PhysicalgReviewgMaterialsSF2018SFYSF 3.2 9

93 –iolθtionFofFtheFRelθtionshipFinFtheFwθtticeF“hermθlFnonductivityFofFxgSbFwithFwocθllyFlsymmetricF
–ibrθtionsUFResearchSF2020SFYWYWSF[]bcab_ 7.8 9

92 yonperturbθtiveFphononFscθtteringsFθndFtheFtwoTchθnnelFthermθlFtrθnsportFinF“lZ–Se[UFPhysicalg
ReviewgBSF2021SFXWZSF 3.3 9

91 pxploringFtheFsighT{ressureFxθteriθlsFrenomeUFPhysicalgReviewgXSF2018SFbSF 9.1 9

90 “heoryTguidedFexperimentθlFdesignFinFbθtteryFmθteriθlsFreseθrchUUFSciencegAdvancesSF2022SFbSFeθbmY[YY 14.3 9

89 ne“izTlF{romisingFzxideFforFSolθrF“hermochemicθlFsydrogenF{roductionUFACSgAppliedgMaterialsg
namp;gInterfacesSF2020SFXYSFYX]YXTYX]Ya 9.5 8

88 nθlculθtionFofFdopθntFsolubilitiesFθndFphθseFdiθgrθmsFofFXâ��{bâ��SeFOXFgFmrSFyθPFlimitedFtoFdefectsF
withFlocθlizedFchθrgeUFJournalgofgMaterialsgChemistrygCSF2016SF[SFXa_cTXaa] 7.1 8

87 tnterθtomicFpotentiθlFforFθccurθteFphononsFθndFdefectsFinF”zYUFJournalgofgNucleargMaterialsSF2014SF
[[_SFX]]TX_Y 3.3 8

86 qirstTprinciplesFstudyFofFpointFdefectsFunderFvθriedFchemicθlFpotentiθlsFinFwi[myZsXWUFPhysicalg
ReviewgBSF2012SFb]SF 3.3 8

85 qirstTprinciplesFstudiesFofFphθseFstθbilityFθndFcrystθlFstructuresFinFwiT₂nFmixedTmetθlFborohydridesUF
PhysicalgReviewgBSF2013SFbbSF 3.3 8

84 qirstTprinciplesFinsightFintoFtheFdegenerθcyFofFgroundTstθteFwims[FstructuresUFPhysicalgReviewgBSF
2012SFb_SF 3.3 8

83 “opologyFofFtrθnsitionFmetθlFdichθlcogenidesdFtheFcθseFofFtheFcoreTshellFθrchitectureUFNanoscaleSF
2020SFXYSFYZbcaTYZcXc 7.7 8

82 lFqormθtionFpnergyF{redictorFforFnrystθllineFxθteriθlsF”singFpnsembleFoθtθFxiningF2016SF 8

81 RθspberryTlikeFmesoporousFnoTdopedF“izYFnθnospheresFforFθFhighTperformθnceFformθldehydeFgθsF
sensorUFJournalgofgMaterialsgChemistrygASF2021SFcSF_]YcT_]Za 13 8
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80 z{“txlopSFθnFl{tFforFexchθngingFmθteriθlsFdθtθUFScientificgDataSF2021SFbSFYXa 8.2 8

79 tnverseFoesignFofF”ltrθlowFwθtticeF“hermθlFnonductivityFxθteriθlsFviθFxθteriθlsFoθtθbθseFScreeningF
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