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293 ’ptimizedHpseudopotentialsVHPhysicaleRevieweBTH1990TH]YTHYZZcUYZ[X 3.3 1876

292 piracHsemimetalHinHthreeHdimensionsVHPhysicaleRevieweLettersTH2012THYXdTHY]X]Xa 7.4 1072

291 –erovskiteHoxidesHforHvisibleUlightUabsorbingHferroelectricHandHphotovoltaicHmaterialsVHNatureTH2013TH
aX[THaXeUYZ 50.4 883

290 ponorHandHacceptorHmodesHinHphotonicHbandHstructureVHPhysicaleRevieweLettersTH1991THbcTH[[dXU[[d[ 7.4 663

289 piracHxineHzodesHinHunversionU°ymmetricHorystalsVHPhysicaleRevieweLettersTH2015THYYaTHX[bdXb 7.4 534

288 xocalH–olarHrluctuationsHinHxeadHtalideH–erovskiteHorystalsVHPhysicaleRevieweLettersTH2017THYYdTHY[bXXY 7.4 374

287  ashbaH°pinU’rbitHoouplingHqnhancedHoarrierHxifetimeHinHotâ��ztâ��–buâ��VHNanoeLettersTH2015THYaTHcce]UdXX 11.5 363

286 ThinUfilmHferroelectricHmaterialsHandHtheirHapplicationsVHNatureeReviewseMaterialsTH2017THZTH 73.3 350

285 mccurateHtheoreticalHanalysisHofHphotonicHbandUgapHmaterialsVHPhysicaleRevieweBTH1993TH]dTHd][]Ud][c 3.3 343

284 rerroelectricHphaseHtransitionHinHindividualHsingleUcrystallineHnaTi’[HnanowiresVHNanoeLettersTH2006TH
bTHc[aUe 11.5 342

283 tybridH’rganicUunorganicH–erovskitesHPt’u–sQfH’pportunitiesHandHohallengesVHAdvancedeMaterialsTH
2015THZcTHaYXZUYZ 24 325

282 °tabilizationHofHmonodomainHpolarizationHinHultrathinH–bTi’[HfilmsVHPhysicaleRevieweLettersTH2006TH
ebTHYZcbXY 7.4 318

281 yeasurementHofHphotonicHbandHstructureHinHaHtwoUdimensionalHperiodicHdielectricHarrayVHPhysicale
RevieweLettersTH1992THbdTHZXZ[UZXZb 7.4 303

280 rirstHprinciplesHcalculationHofHtheHshiftHcurrentHphotovoltaicHeffectHinHferroelectricsVHPhysicaleReviewe
LettersTH2012THYXeTHYYbbXY 7.4 297

279 qlectromagneticHnlochHwavesHatHtheHsurfaceHofHaHphotonicHcrystalVHPhysicaleRevieweBTH1991TH]]THYXebYUYXeb]3.3 286

278 qxistenceHofHaHphotonicHbandHgapHinHtwoHdimensionsVHAppliedePhysicseLettersTH1992THbYTH]eaU]ec 3.4 283

277 zucleationHandHgrowthHmechanismHofHferroelectricHdomainUwallHmotionVHNatureTH2007TH]]eTHddYU] 50.4 280
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276 rerroelectricHpomainH⁰allHunducedHnandHsapH eductionHandHohargeH°eparationHinH’rganometalH
talideH–erovskitesVHJournaleofePhysicaleChemistryeLettersTH2015THbTHbe[Ue 6.4 258

275 oomprehensiveHdefectHsuppressionHinHperovskiteHnanocrystalsHforHhighUefficiencyHlightUemittingH
diodesVHNatureePhotonicsTH2021THYaTHY]dUYaa 33.9 257

274 rerroelectricityHinHultrathinHperovskiteHfilmsVHPhysicaleRevieweBTH2005THcZTH 3.3 225

273 –owerHconversionHefficiencyHexceedingHtheH°hockleyâ��—ueisserHlimitHinHaHferroelectricHinsulatorVH
NatureePhotonicsTH2016THYXTHbYYUbYb 33.9 224

272 °tructureHandHenergeticsHofHalkanethiolHadsorptionHonHtheHmuPYYYQHsurfaceVHJournaleofeChemicale
PhysicsTH2002THYYcTHdZaUd[[ 3.9 215

271  eversibleHchemicalHswitchingHofHaHferroelectricHfilmVHPhysicaleRevieweLettersTH2009THYXZTHX]cbXY 7.4 208

270  elationshipHbetweenHlocalHstructureHandHphaseHtransitionsHofHaHdisorderedHsolidHsolutionVHNatureTH
2002TH]YeTHeXeUYY 50.4 208

269 tighHohlorideHpopingHxevelsH°tabilizeHtheH–erovskiteH–haseHofHoesiumHxeadHuodideVHNanoeLettersTH
2016THYbTH[ab[UcX 11.5 208

268 poubleHpiracH°emimetalsHinHThreeHpimensionsVHPhysicaleRevieweLettersTH2016THYYbTHYdb]XZ 7.4 199

267 pesignedHnonlocalHpseudopotentialsHforHenhancedHtransferabilityVHPhysicaleRevieweBTH1999THaeTHYZ]cYUYZ]cd3.3 188

266 pirectHinHsituHdeterminationHofHtheHpolarizationHdependenceHofHphysisorptionHonHferroelectricH
surfacesVHNatureeMaterialsTH2008THcTH]c[Uc 27 184

265 tybridH’rganicUunorganicH–erovskitesHonHtheHyoveVHAccountseofeChemicaleResearchTH2016TH]eTHac[UdY 24.3 176

264 rerroelectricHpolarizationHreversalHviaHsuccessiveHferroelasticHtransitionsVHNatureeMaterialsTH2015THY]THceUdb27 175

263 ⁰hatH emainsH×nexplainedHaboutHtheH–ropertiesHofHtalideH–erovskiteskVHAdvancedeMaterialsTH2018TH
[XTHeYdXXbeY 24 174

262
–redictingHmorphotropicHphaseHboundaryHlocationsHandHtransitionHtemperaturesHinH–bUHandHniUbasedH
perovskiteHsolidHsolutionsHfromHcrystalHchemicalHdataHandHfirstUprinciplesHcalculationsVHJournaleofe
AppliedePhysicsTH2005THedTHXe]YYY

2.5 171

261 mreHyobilitiesHinHtybridH’rganicUunorganicHtalideH–erovskitesHmctuallyHJtighJkVHJournaleofePhysicale
ChemistryeLettersTH2015THbTH]ca]Uc 6.4 167

260 yonolayerH°ingleUorystalHYTOUyoTeZHsrownHbyHohemicalHVaporHpepositionHqxhibitsH⁰eakH
mntilocalizationHqffectVHNanoeLettersTH2016THYbTH]ZecU[X] 11.5 167

259 rirstUprinciplesHcalculationHofHtheHbulkHphotovoltaicHeffectHinHbismuthHferriteVHPhysicaleRevieweLetters
TH2012THYXeTHZ[bbXY 7.4 166
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258 –redictingHsynthesizabilityVHJournalePhysicseD:eAppliedePhysicsTH2019THaZTH 3 161

257 oontinuousHgrowthHofHhexagonalHgrapheneHandHboronHnitrideHinUplaneHheterostructuresHbyH
atmosphericHpressureHchemicalHvaporHdepositionVHACSeNanoTH2013THcTHYXYZeU[d 16.7 156

256 rirstU–rinciplesHoalculationHofHtheHnulkH–hotovoltaicHqffectHinHot[zt[–bu[HandH
ot[zt[–buP[UxQolPxQVHJournaleofePhysicaleChemistryeLettersTH2015THbTH[YUc 6.4 155

255 –hotonicHboundHstatesHinHperiodicHdielectricHmaterialsVHPhysicaleRevieweBTH1991TH]]THY[ccZUY[cc] 3.3 147

254 pirectH’bservationHofHqlectronU–hononHoouplingHandH°lowHVibrationalH elaxationHinH
’rganicUunorganicHtybridH–erovskitesVHJournaleofetheeAmericaneChemicaleSocietyTH2016THY[dTHY[cedUY[dXY16.4 147

253 zewHhighlyHpolarHsemiconductorHferroelectricsHthroughHddHcationU’HvacancyHsubstitutionHintoH
–bTi’[fHaHtheoreticalHstudyVHJournaleofetheeAmericaneChemicaleSocietyTH2008THY[XTHYc]XeUYZ 16.4 145

252  ashbaHqffectHinHaH°ingleHoolloidalHos–bnrH–erovskiteHzanocrystalHpetectedHbyHyagnetoU’pticalH
yeasurementsVHNanoeLettersTH2017THYcTHaXZXUaXZb 11.5 143

251 °hiftHcurrentHbulkHphotovoltaicHeffectHinHpolarHmaterialsâ��hybridHandHoxideHperovskitesHandHbeyondVH
NpjeComputationaleMaterialsTH2016THZTH 10.9 142

250 srowthHmechanismHofHhexagonalUshapeHgrapheneHflakesHwithHzigzagHedgesVHACSeNanoTH2011THaTHeYa]UbX 16.7 140

249 TerahertzHfieldUinducedHferroelectricityHinHquantumHparaelectricH°rTi’VHScienceTH2019TH[b]THYXceUYXdZ 33.3 129

248 °lushUlikeHpolarHstructuresHinHsingleUcrystalHrelaxorsVHNatureTH2017THa]bTH[eYU[ea 50.4 128

247 nulkHpiracHpointsHinHdistortedHspinelsVHPhysicaleRevieweLettersTH2014THYYZTHX[b]X[ 7.4 123

246 ×ltrafastHphotovoltaicHresponseHinHferroelectricHnanolayersVHPhysicaleRevieweLettersTH2012THYXdTHXdcbXY 7.4 123

245 VirtualUcrystalHapproximationHthatHworksfHxocatingHaHcompositionalHphaseHboundaryHinH
–bP∕rYâ��xTixQ’[VHPhysicaleRevieweBTH2000THbZTH c][U c]b 3.3 120

244 °tructureHandHpolarizationHinHtheHhighHTcHferroelectricHniP∕nTTiQ’[U–bTi’[HsolidHsolutionsVHPhysicale
RevieweLettersTH2007THedTHYXcbXY 7.4 118

243 olimbingHtheHVolcanoHofHqlectrocatalyticHmctivityHwhileHmvoidingHoatalystHoorrosionfHzi[–THaH
tydrogenHqvolutionHqlectrocatalystH°tableHinHnothHmcidHandHmlkaliVHACSeCatalysisTH2018THdTH]]XdU]]Ye 13.1 117

242 –ostHdensityHfunctionalHtheoreticalHstudiesHofHhighlyHpolarHsemiconductiveH–bPTiYâ��xzixQ’[â��xHsolidH
solutionsfHqffectsHofHcationHarrangementHonHbandHgapVHPhysicaleRevieweBTH2011THd[TH 3.3 117

241 nandHgapHengineeringHstrategyHviaHpolarizationHrotationHinHperovskiteHferroelectricsVHAppliedePhysicse
LettersTH2014THYX]THYaZeX[ 3.4 114
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240 TheoryHofHhydrogenHmigrationHinHorganicUinorganicHhalideHperovskitesVHAngewandteeChemieete
InternationaleEditionTH2015THa]THYZ][cU]Y 16.4 112

239 xightUinducedHpicosecondHrotationalHdisorderingHofHtheHinorganicHsublatticeHinHhybridHperovskitesVH
ScienceeAdvancesTH2017TH[THeYbXZ[dd 14.3 109

238 rerroelectricallyHdrivenHspatialHcarrierHdensityHmodulationHinHgrapheneVHNatureeCommunicationsTH
2015THbTHbY[b 17.4 107

237 ’bservationHofHsurfaceHphotonsHonHperiodicHdielectricHarraysVHOpticseLettersTH1993THYdTHaZdU[X 3 107

236 xocalHstructureHandHmacroscopicHpropertiesHinH–bygYâ��[zbZâ��[’[â��–bTi’[HandH
–b∕nYâ��[zbZâ��[’[â��–bTi’[HsolidHsolutionsVHPhysicaleRevieweBTH2004THcXTH 3.3 104

235 untrinsicHferroelectricHswitchingHfromHfirstHprinciplesVHNatureTH2016THa[]TH[bXU[ 50.4 101

234 xatticeHnormalHmodesHandHelectronicHpropertiesHofHtheHcorrelatedHmetalHxazi’[VHPhysicaleRevieweBTH
2011THd]TH 3.3 98

233 –olarizationHpependenceHofH⁰aterHmdsorptionHtoHot[zt[–bu[HPXXYQH°urfacesVHJournaleofePhysicale
ChemistryeLettersTH2015THbTH][cYUd 6.4 93

232 o’HonH–tPYYYQHpuzzlefHmHpossibleHsolutionVHJournaleofeChemicalePhysicsTH2002THYYcTHZZb]UZZcX 3.9 93

231 TheoreticalHinvestigationHofHtheHevolutionHofHtheHtopologicalHphaseHofHniZ°e[HunderHmechanicalH
strainVHPhysicaleRevieweBTH2011THd]TH 3.3 91

230 unfluenceHofHferroelectricHpolarizationHonHtheHequilibriumHstoichiometryHofHlithiumHniobateHPXXXYQH
surfacesVHPhysicaleRevieweLettersTH2008THYXXTHZabYXY 7.4 91

229 qvolutionHofHtheHstructureHandHthermodynamicHstabilityHofHtheHnaTi’[PXXYQHsurfaceVHPhysicaleReviewe
LettersTH2008THYXYTHX[bYXZ 7.4 91

228 qnhancingHferroelectricHphotovoltaicHeffectHbyHpolarHorderHengineeringVHScienceeAdvancesTH2018TH]THeaat[][d14.3 88

227 oollectiveHcoherentHcontrolfHsynchronizationHofHpolarizationHinHferroelectricH–bTi’[HbyHshapedHTtzH
fieldsVHPhysicaleRevieweLettersTH2009THYXZTHZ]cbX[ 7.4 88

226
ohemicalH–ressureUprivenHqnhancementHofHtheHtydrogenHqvolvingHmctivityHofHzi–HfromHzonmetalH
°urfaceHpopingHunterpretedHviaHyachineHxearningVHJournaleofetheeAmericaneChemicaleSocietyTH2018TH
Y]XTH]bcdU]bd[

16.4 87

225 TransferableHrelativisticHpiracU°laterHpseudopotentialsVHPhysicaleRevieweBTH2000THbZTHZ[YYUZ[Y] 3.3 82

224 ’xideHchemistryHandHlocalHstructureHofH–b∕rxTiYâ��x’[HstudiedHbyHdensityUfunctionalHtheoryHsupercellH
calculationsVHPhysicaleRevieweBTH2004THbeTH 3.3 79

223 mH–dUdopedHperovskiteHcatalystTHnaoeYâ��x–dx’[â��˛·THforHo’HoxidationVHJournaleofeCatalysisTH2007TH
Z]eTH[]eU[ad 7.3 77
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222 ⁰allpaperHfermionsHandHtheHnonsymmorphicHpiracHinsulatorVHScienceTH2018TH[bYTHZ]bUZaY 33.3 73

221 –olarizationHeffectsHonHtheHsurfaceHchemistryHofH–bTi’[UsupportedH–tHfilmsVHPhysicaleRevieweLettersTH
2007THedTHYbbYXY 7.4 72

220 mctiveH oleHofH–hosphorusHinHtheHtydrogenHqvolvingHmctivityHofHzickelH–hosphideHPXXXYQH°urfacesVH
ACSeCatalysisTH2017THcTHccYdUccZa 13.1 70

219 °trainUunducedHrerroelectricHTopologicalHunsulatorVHNanoeLettersTH2016THYbTHYbb[Ud 11.5 67

218 TopologicalH°emimetalsHfromHrirstH–rinciplesVHAnnualeRevieweofeMaterialseResearchTH2019TH]eTHYa[UYd[ 12.8 67

217 nandUgapHengineeringHviaHlocalHenvironmentHinHcomplexHoxidesVHPhysicaleRevieweBTH2011THd[TH 3.3 67

216 TwoUpimensionalHˇ�UoonjugatedHoovalentU’rganicHrrameworksHasH—uantumHmnomalousHtallH
TopologicalHunsulatorsVHPhysicaleRevieweLettersTH2016THYYbTHXebbXY 7.4 65

215 pevelopmentHofHaHbondUvalenceHmolecularUdynamicsHmodelHforHcomplexHoxidesVHPhysicaleRevieweBTH
2005THcYTH 3.3 65

214 mnisotropicHlocalHcorrelationsHandHdynamicsHinHaHrelaxorHferroelectricVHPhysicaleRevieweLettersTH2013TH
YYXTHY]cbXZ 7.4 64

213 oorrelationsHbetweenHtetragonalityTHpolarizationTHandHionicHdisplacementHinH–bTi’[UderivedH
ferroelectricHperovskiteHsolidHsolutionsVHPhysicaleRevieweBTH2010THdZTH 3.3 64

212 qffectHofH–articleH°izeHonHtheHmdsorptionHofH’HandH°HmtomsHonH–tfHHmHpensityUrunctionalHTheoryH
°tudyVHJournaleofePhysicaleChemistryeBTH2001THYXaTHcc[eUcc]c 3.4 62

211 ’ptimizationHofHquantumHyonteHoarloHwaveHfunctionsHusingHanalyticalHenergyHderivativesVHJournale
ofeChemicalePhysicsTH2000THYYZTHZbaXUZba] 3.9 60

210 –hotoferroelectricHandH–hotopiezoelectricH–ropertiesHofH’rganometalHtalideH–erovskitesVHJournale
ofePhysicaleChemistryeLettersTH2016THcTHY]bXUa 6.4 59

209 °patiallyHdispersiveHcircularHphotogalvanicHeffectHinHaH⁰eylHsemimetalVHNatureeMaterialsTH2019THYdTHeaaUebZ27 58

208 oorrelatedHpolarizationHswitchingHinHtheHproximityHofHaHYdX´°HdomainHwallVHPhysicaleRevieweBTH2010TH
dZTH 3.3 58

207 xargeUareaHsynthesisHofHhighUqualityHmonolayerHYTOU⁰TeHflakesVH2DeMaterialsTH2017TH]TH 5.9 56

206 °ynergisticHoxygenHevolvingHactivityHofHaHTi’ZUrichHreconstructedH°rTi’[PXXYQHsurfaceVHJournaleofethee
AmericaneChemicaleSocietyTH2015THY[cTHZe[eU]c 16.4 55

205 yixedHValenceH–erovskiteHosHmuHuHfHmH–otentialHyaterialHforHThinUrilmH–bUrreeH–hotovoltaicHoellsH
withH×ltrahighHqfficiencyVHAdvancedeMaterialsTH2018TH[XTHeYcXcXXY 24 54
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204 ×nusuallyHxargeH−oungOsHyoduliHofHmminoHmcidHyolecularHorystalsVHAngewandteeChemieete
InternationaleEditionTH2015THa]THY[abbUcX 16.4 54

203 zonmonotonicHToHtrendsHinHbiUbasedHferroelectricHperovskiteHsolidHsolutionsVHPhysicaleRevieweLetters
TH2007THedTHX[cbX[ 7.4 54

202 yolecularHdynamicsHstudyHofHdielectricHresponseHinHaHrelaxorHferroelectricVHPhysicaleRevieweLettersTH
2009THYX[THYecbXY 7.4 52

201  elationshipHbetweenHlocalHstructureHandHrelaxorHbehaviorHinHperovskiteHoxidesVHPhysicaleReviewe
LettersTH2007THeeTHZbcbX[ 7.4 52

200 °ubstantialHbulkHphotovoltaicHeffectHenhancementHviaHnanolayeringVHNatureeCommunicationsTH2016TH
cTHYX]Ye 17.4 51

199 towHxatticeHandHohargeHrluctuationsHoontrolHoarrierHpynamicsHinHtalideH–erovskitesVHNanoeLettersTH
2018THYdTHdX]YUdX]b 11.5 51

198 rirstUprinciplesHinvestigationHofHtheHhighlyHtetragonalHferroelectricHmaterialHniP∕nYWZTiYWZQ’[VH
PhysicaleRevieweBTH2009THceTH 3.3 50

197 °ilverHsolidHsolutionHpiezoelectricsVHAppliedePhysicseLettersTH2004THdaTHYcbXUYcbZ 3.4 48

196 rirstUprinciplesHcalculationHofHtheHbulkHphotovoltaicHeffectHinHwzb’[HandHPwTnaQPziTzbQ’[â��˛·VH
PhysicaleRevieweBTH2015THeYTH 3.3 47

195 mtomicHandHqlectronicH°tructureHofHtheHnaTi’P[QPXXYQHPsqrt≤aβHˆ�Hsqrt≤aβQ ZbVb´°H°urfaceH
 econstructionVHPhysicaleRevieweLettersTH2012THYXeTHZabdXZ 7.4 47

194 –bUfreeHsemiconductorHferroelectricsfHmHtheoreticalHstudyHofH–dUsubstitutedHnaPTiYâ��xoexQ’[HsolidH
solutionsVHPhysicaleRevieweBTH2010THdZTH 3.3 45

193 –hysicalHadsorptionfHtheoryHofHvanHderH⁰aalsHinteractionsHbetweenHparticlesHandHcleanHsurfacesVH
PhysicaleRevieweLettersTH2014THYYZTHYXbYXY 7.4 44

192 oorrelationsHbetweenHtheHstructureHandHdielectricHpropertiesHofH–bP°cZW[⁰YW[Q’[â��–bPTiW∕rQ’[H
relaxorsVHPhysicaleRevieweBTH2004THbeTH 3.3 44

191 oomputingHaccurateHforcesHinHquantumHyonteHoarloHusingH–ulayâ��sHcorrectionsHandHenergyH
minimizationVHJournaleofeChemicalePhysicsTH2003THYYdTHcYe[ 3.9 44

190 xargeHpolarizationHgradientsHandHtemperatureUstableHresponsesHinHcompositionallyUgradedH
ferroelectricsVHNatureeCommunicationsTH2017THdTHY]ebY 17.4 43

189 naoeYUx–dx’[U˛·PXHâ�⁄xâ�⁄HXVYQf´ H edoxHoontrolledHungressHandHqgressHofH–alladiumHinHaH–erovskiteVH
ChemistryeofeMaterialsTH2007THYeTHY]YdUY]Zb 9.6 43

188 °pinHtextureHonHtheHrermiHsurfaceHofHtensileUstrainedHtgTeVHPhysicaleRevieweBTH2013THdcTH 3.3 42

187  einterpretationHofHtheHbondUvalenceHmodelHwithHbondUorderHformalismfHmnHimprovedH
bondUvalenceUbasedHinteratomicHpotentialHforH–bTi’[VHPhysicaleRevieweBTH2013THddTH 3.3 40
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186  igorousHdefinitionHofHoxidationHstatesHofHionsHinHsolidsVHPhysicaleRevieweLettersTH2012THYXdTHYbb]X[ 7.4 39

185 tybridHdensityHfunctionalHcalculationsHofHtheHbandHgapHofHsaxunYâ��xzVHPhysicaleRevieweBTH2009THdXTH 3.3 39

184 °ubstrateUmdsorbateHoouplingHinHo’UmdsorbedHoopperVHPhysicaleRevieweLettersTH1996THccTHaZ]YUaZ]] 7.4 39

183 °emiconductingHferroelectricHphotovoltaicsHthroughH∕nZSHdopingHintoHwzb’[HandHpolarizationH
rotationVHPhysicaleRevieweBTH2014THdeTH 3.3 38

182 TheHstructuralHdiversityHofHmn°â��HcompoundsHwithHdâ�°HelectronicHconfigurationHforHtheHnUcationVH
JournaleofeChemicalePhysicsTH2014THY]XTHZZ]cX[ 3.9 38

181 °elfUinitiationHmechanismHinHspontaneousHthermalHpolymerizationHofHethylHandHnUbutylHacrylatefHaH
theoreticalHstudyVHJournaleofePhysicaleChemistryeATH2010THYY]THcecaUd[ 2.8 38

180 rirstHprinciplesHcalculationsTHcrystalHchemistryHandHpropertiesHofHferroelectricHperovskitesVHPhasee
TransitionsTH2007THdXTH[aYU[bd 1.3 37

179 rirstHprinciplesHstudyHofHcarbonHmonoxideHadsorptionHonHzirconiaUsupportedHcopperVHSurfaceeScienceTH
2001TH]eaTH]]UaX 1.8 37

178 mdsorbateUadsorbateHinteractionsHandHchemisorptionHatHdifferentHcoveragesHstudiedHbyHaccurateHabH
initioHcalculationsfHo’HonHtransitionHmetalHsurfacesVHJournaleofePhysicaleChemistryeBTH2006THYYXTH[dYbUZZ 3.4 36

177 popingHofHnire’[fHmHcomprehensiveHstudyHonHsubstitutionalHdopingVHPhysicaleRevieweBTH2018THedTH 3.3 36

176 yaterialHunnovationHinHmdvancingH’rganometalHtalideH–erovskiteHrunctionalityVHJournaleofePhysicale
ChemistryeLettersTH2015THbTH]dbZUcZ 6.4 35

175 qnhancementHofHtheHnulkH–hotovoltaicHqffectHinHTopologicalHunsulatorsVHPhysicaleRevieweLettersTH
2016THYYbTHZ[c]XZ 7.4 34

174 °ynthesisHandH–hysicalH–ropertiesHofH–haseUqngineeredHTransitionHyetalHpichalcogenideHyonolayerH
teterostructuresVHACSeNanoTH2017THYYTHdbYeUdbZc 16.7 34

173 ×ltrafastHTerahertzHsatingHofHtheH–olarizationHandHsiantHzonlinearH’pticalH esponseHinHnire’[HThinH
rilmsVHAdvancedeMaterialsTH2015THZcTHb[cYUa 24 34

172 pevelopmentHofHaHbondUvalenceHbasedHinteratomicHpotentialHforHnire’[HforHaccurateHmolecularH
dynamicsHsimulationsVHJournaleofePhysicseCondensedeMatterTH2013THZaTHYXZZXZ 1.8 34

171 piracU⁰eylH°emimetalfHooexistenceHofHpiracHandH⁰eylHrermionsHinH–olarHtexagonalHmnoHorystalsVH
PhysicaleRevieweLettersTH2018THYZYTHYXb]X] 7.4 34

170 unfluenceHofHtheHpimensionalityHandH’rganicHoationHonHorystalHandHqlectronicH°tructureHofH
’rganometallicHtalideH–erovskitesVHJournaleofePhysicaleChemistryeCTH2017THYZYTHbabeUbac] 3.8 33

169 °tableH–hosphorusUqnrichedHPXXXYQH°urfacesHofHzickelH–hosphidesVHChemistryeofeMaterialsTH2016THZdTHa[baUa[cZ9.6 33
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168 oomputationalHevidenceHforHselfUinitiationHinHspontaneousHhighUtemperatureHpolymerizationHofH
methylHmethacrylateVHJournaleofePhysicaleChemistryeATH2011THYYaTHYYZaU[Z 2.8 33

167 —uantitativeHcriteriaHforHtransferableHpseudopotentialsHinHdensityHfunctionalHtheoryVHPhysicaleReviewe
BTH2001THb[TH 3.3 33

166 °tructureHandHvibrationsHofHtheHvicinalHcopperHPZYYQHsurfaceVHPhysicaleRevieweBTH1998THacTHYXXbZUYXXbd 3.3 33

165 orystallineHnilayerHsrapheneHwithH–referentialH°tackingHfromHziUouHsradientHmlloyVHACSeNanoTH2018TH
YZTHZZcaUZZdZ 16.7 32

164 nackbitingHandH˛†UscissionHreactionsHinHfreeUradicalHpolymerizationHofHmethylHacrylateVHInternationale
JournaleofeQuantumeChemistryTH2014THYY]TH[]aU[bX 2.1 31

163 rirstUprinciplesHcalculationHofHtheHbulkHphotovoltaicHeffectHinHtheHpolarHcompoundsHxims°ZTHxims°eZTH
andHzams°eZVHJournaleofeChemicalePhysicsTH2014THY]YTHZX]cX] 3.9 31

162 oomputationalHstudyHofHtheHselfUinitiationHmechanismHinHthermalHpolymerizationHofHmethylHacrylateVH
JournaleofePhysicaleChemistryeATH2009THYY[THYXcdcUe] 2.8 30

161 qlectronicHquantumHyonteHoarloHcalculationsHofHatomicHforcesTHvibrationsTHandHanharmonicitiesVH
JournaleofeChemicalePhysicsTH2005THYZZTHZ]]YX[ 3.9 30

160 °urfaceH–yroelectricityHinHoubicH°rTi’VHAdvancedeMaterialsTH2019TH[YTHeYeX]c[[ 24 29

159 °trongHreciprocalHinteractionHbetweenHpolarizationHandHsurfaceHstoichiometryHinHoxideH
ferroelectricsVHNanoeLettersTH2014THY]THbcYYUc 11.5 29

158 mHtestHofHtheHutilityHofHplaneUwavesHforHtheHstudyHofHmoleculesHfromHfirstHprinciplesVHJournaleofethee
AmericaneChemicaleSocietyTH1992THYY]THb]bbUb]be 16.4 29

157 unH°ituHnottomUupH°ynthesisHofH–orphyrinUnasedHoovalentH’rganicHrrameworksVHJournaleofethee
AmericaneChemicaleSocietyTH2019THY]YTHYeabXUYeab] 16.4 29

156 wineticHcontrolHofHtunableHmultiUstateHswitchingHinHferroelectricHthinHfilmsVHNatureeCommunicationsTH
2019THYXTHYZdZ 17.4 28

155 mtomisticHdescriptionHforHtemperatureUdrivenHphaseHtransitionsHinHnaTi’[VHPhysicaleRevieweBTH2016TH
e]TH 3.3 28

154 pensityHfunctionalHstudyHofH–bTi’[HnanocapacitorsHwithH–tHandHmuHelectrodesVHPhysicaleRevieweBTH
2010THdZTH 3.3 28

153 °hortUcircuitHboundaryHconditionsHinHferroelectricH–bTi’[HthinHfilmsVHPhysicaleRevieweBTH2006THc]TH 3.3 28

152 yaterialsHpesignHofHVisibleUxightHrerroelectricH–hotovoltaicsHfromHrirstH–rinciplesVHFerroelectricsTH
2015TH]d[THYUYZ 0.6 27

151 oomputationalHstudyHofHchainHtransferHtoHmonomerHreactionsHinHhighUtemperatureHpolymerizationH
ofHalkylHacrylatesVHJournaleofePhysicaleChemistryeATH2013THYYcTHZbXaUYd 2.8 27

(2013-2011)
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150 yodelingHspinUforbiddenHmonomerHselfUinitiationHreactionsHinHspontaneousHfreeUradicalH
polymerizationHofHacrylatesHandHmethacrylatesVHJournaleofePhysicaleChemistryeATH2014THYYdTHe[YXUd 2.8 26

149 rirstU–rinciplesHyaterialsHpesignHofHtighU–erformingHnulkH–hotovoltaicsHwithHtheHxizb’[H°tructureVH
PhysicaleRevieweAppliedTH2015TH]TH 4.3 26

148 mtomicHsublatticeHdecompositionHofHpiezoelectricHresponseHinHtetragonalH–bTi’[THnaTi’[THandH
wzb’[VHPhysicaleRevieweBTH2014THdeTH 3.3 26

147 mutomaticH–redictionHofH°urfaceH–haseHpiagramsH×singHmbHunitioHsrandHoanonicalHyonteHoarloVH
JournaleofePhysicaleChemistryeCTH2019THYZ[THZ[ZYUZ[Zd 3.8 26

146 untermolecularHunteractionsHinHtybridH–erovskitesH×nderstoodHfromHaHoombinedHpensityHrunctionalH
TheoryHandHqffectiveHtamiltonianHmpproachVHACSeEnergyeLettersTH2017THZTHe[cUe]Z 20.1 25

145 ⁰aterHinHhybridHperovskitesfHnulkHym–bu[HdegradationHviaHsuperUhydrousHstateVHAPLeMaterialsTH2019TH
cTHX]YYYZ 5.7 25

144 xargeUareaHepitaxialHgrowthHofHcurvatureUstabilizedHmnoHtrilayerHgrapheneVHNatureeCommunicationsTH
2020THYYTHa]b 17.4 25

143 nreakdownHofHtheH°taticH–ictureHofHpefectHqnergeticsHinHtalideH–erovskitesfHTheHoaseHofHtheHnrH
VacancyHinHos–bnrVHJournaleofePhysicaleChemistryeLettersTH2019THYXTH]]eXU]]ed 6.4 25

142 –olarizationHdependenceHofHpalladiumHdepositionHonHferroelectricHlithiumHniobateHPXXXYQHsurfacesVH
PhysicaleRevieweLettersTH2011THYXcTHXcbYXZ 7.4 25

141 °upportedHmetalHelectronicHstructurefHumplicationsHforHmolecularHadsorptionVHPhysicaleRevieweBTH
2005THcZTH 3.3 25

140 TheoreticalHyodelHofH’xidativeHmdsorptionHofH⁰aterHonHaHtighlyH educedH econstructedH’xideH
°urfaceVHJournaleofePhysicaleChemistryeLettersTH2014THaTH[]XdUY] 6.4 24

139 xayeredHTopologicalHorystallineHunsulatorsVHPhysicaleRevieweLettersTH2015THYYaTHXdbdXZ 7.4 24

138 rirstUprinciplesHstudyHofHbandHgapHengineeringHviaHoxygenHvacancyHdopingHinHperovskiteHmnnk’[H
solidHsolutionsVHPhysicaleRevieweBTH2011THd]TH 3.3 24

137 ’riginHandHstructureHofHpolarHdomainsHinHdopedHmolecularHcrystalsVHNatureeCommunicationsTH2016THcTHY[[aY17.4 24

136 ’rbitalU°pecificHmnalysisHofHo’HohemisorptionHonHTransitionUyetalH°urfacesVHJournaleofePhysicale
ChemistryeCTH2008THYYZTHYeb[UYebb 3.8 23

135 mbHinitioHinvestigationHofHcarbonUrelatedHdefectsHinHsiliconVHPhysicaleRevieweBTH1993TH]cTHYZaa]UYZaac 3.3 23

134 yixHandHyatchfH’rganicHandHunorganicHuonsHinHtheH–erovskiteHxatticeVHAdvancedeMaterialsTH2019TH[YTHeYdXZbec24 23

133 umprovedHpseudopotentialHtransferabilityHforHmagneticHandHelectronicHpropertiesHofHbinaryH
manganeseHoxidesHfromHprTS×SvHcalculationsVHPhysicaleRevieweBTH2016THe]TH 3.3 22
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132
oomputationalHstudyHofHcyclohexanoneUmonomerHcoUinitiationHmechanismHinHthermalH
homoUpolymerizationHofHmethylHacrylateHandHmethylHmethacrylateVHJournaleofePhysicaleChemistryeATH
2012THYYbTHa[[cU]d

2.8 22

131 °tructuralHandHvibrationalHpropertiesHofHcarbonHmonoxideHadlayersHonHtheHcopperHPXXYQHsurfaceVH
JournaleofeChemicalePhysicsTH1999THYYXTH]bYeU]b[[ 3.9 22

130 °hiftUcurrentHbulkHphotovoltaicHeffectHinfluencedHbyHquasiparticleHandHexcitonVHPhysicaleRevieweBTH
2020THYXYTH 3.3 21

129 ’ptimizedHnormUconservingHtartreeUrockHpseudopotentialsHforHplaneUwaveHcalculationsVHPhysicale
RevieweBTH2008THccTH 3.3 21

128 [UdimensionalHphotonicHbandHstructureVHOpticaleandeQuantumeElectronicsTH1992THZ]TH°Zc[U°Zd[ 2.4 21

127 xongUlivedHpolarizationHmemoryHinHtheHelectronicHstatesHofHleadUhalideHperovskitesHfromHlocalH
structuralHdynamicsVHNatureeCommunicationsTH2018THeTH[a[Y 17.4 21

126 mddingHtoHtheH–erovskiteH×niversefHunverseUtybridH–erovskitesVHACSeEnergyeLettersTH2017THZTHZbdYUZbda 20.1 20

125 qpitaxialH°trainHoontrolHofH elaxorHrerroelectricH–haseHqvolutionVHAdvancedeMaterialsTH2019TH[YTHeYeXYXbX24 20

124 °tructuralHandHferroelectricHphaseHevolutionHinH≤wzb’[βYâ��x≤naziYWZzbYWZ’[â��˛·βxHPxiXTXVYQVHPhysicale
RevieweBTH2017THebTH 3.3 20

123 ’rderâ��disorderHcharacterHofH–bTi’[VHJournaleofePhysicseCondensedeMatterTH2008THZXTHXYaZZ] 1.8 20

122 ooadsorptionHofHmethylHradicalsHandHoxygenHonH hPYYYQVHSurfaceeScienceTH2004THa]eTHZbaUZcZ 1.8 20

121 qlectronUbeamUinducedHferroelectricHdomainHbehaviorHinHtheHtransmissionHelectronHmicroscopefH
TowardHdeterministicHdomainHpatterningVHPhysicaleRevieweBTH2016THe]TH 3.3 19

120 °emiconductingHferroelectricHperovskitesHwithHintermediateHbandsHviaHnUsiteHniaSHdopingVHPhysicale
RevieweBTH2014THeXTH 3.3 19

119 ooexistingHsurfaceHphasesHandHcoherentHoneUdimensionalHinterfacesHonHnaTi’[PXXYQVHACSeNanoTH
2014THdTH]]baUc[ 16.7 19

118 –bUfreeHferroelectricsHinvestigatedHwithHdensityHfunctionalHtheoryfH°nmlYWZzbYWZ’[HperovskitesVH
PhysicaleRevieweBTH2011THd[TH 3.3 19

117 oontinuumHelasticHtheoryHofHadsorbateHvibrationalHrelaxationVHJournaleofeChemicalePhysicsTH1998TH
YXdTHYYacUYYbY 3.9 19

116 rrequencyUdependentHdielectricHfunctionHofHsemiconductorsHwithHapplicationHtoHphysisorptionVH
PhysicaleRevieweBTH2017THeaTH 3.3 18

115 pensityHfunctionalHtheoryHstudyHofHhypotheticalH–bTi’[UbasedHoxysulfidesVHPhysicaleRevieweBTH2014TH
deTH 3.3 18

(2014-2012)
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114 °creenedHvanHderH⁰aalsHcorrectionHtoHdensityHfunctionalHtheoryHforHsolidsVHPhysicaleRevieweMaterialsTH
2017THYTH 3.2 18

113 qlucidatingHtheHatomisticHoriginHofHanharmonicityHinHtetragonalHot[zt[–bu[HwithH amanHscatteringVH
PhysicaleRevieweMaterialsTH2020TH]TH 3.2 18

112 nioferroelectricH–ropertiesHofHslycineHorystalsVHJournaleofePhysicaleChemistryeLettersTH2019THYXTHY[YeUY[Z]6.4 17

111 mbHunitioH°imulationHqxplainsHtheHqnhancementHofHoatalyticH’xygenHqvolutionHonHoayn’[VHACSe
CatalysisTH2018THdTHZZYdUZZZ] 13.1 17

110 oommunicationfHmccurateHhigherUorderHvanHderH⁰aalsHcoefficientsHbetweenHmoleculesHfromHaH
modelHdynamicHmultipoleHpolarizabilityVHJournaleofeChemicalePhysicsTH2016THY]]THX[YYXZ 3.9 17

109 ’nHtheHThermalH°elfUunitiationH eactionHofHnUnutylHmcrylateHinHrreeU adicalH–olymerizationVH
ProcessesTH2018THbTH[ 2.9 17

108 TheH°ignificanceHofH–olaronsHandHpynamicHpisorderHinHtalideH–erovskitesVHACSeEnergyeLettersTH2021TH
bTHZYbZUZYc[ 20.1 17

107 –hononHunfluenceHonHnulkH–hotovoltaicHqffectHinHtheHrerroelectricH°emiconductorHseTeVHPhysicale
RevieweLettersTH2018THYZYTHXYc]XZ 7.4 17

106 qxperimentalHandHTheoreticalH°tudyHofHtheH°elfUunitiationH eactionHofHyethylHmcrylateHinH
rreeU adicalH–olymerizationVHIndustrialelamp;eEngineeringeChemistryeResearchTH2018THacTHa[ZUa[e 3.9 16

105 rirstHprinciplesHstudyHofHthreeUcomponentH°rTi’[WnaTi’[W–bTi’[HferroelectricHsuperlatticesVH
JournaleofeMaterialseScienceTH2008TH][TH[caXU[cbX 4.3 16

104 ×biquitousH°hortU angeHpistortionHofHtybridH–erovskitesHandHtydrogenUnondingH olefHtheH
ym–bol[HoaseVHJournaleofePhysicaleChemistryeCTH2018THYZZTHZdZbaUZdZcZ 3.8 16

103 mbHinitioHstudyHofHsilverHniobateVHAIPeConferenceeProceedingsTH2003TH 0 15

102 °tronglyHmnharmonicH’ctahedralHTiltingHinHTwoUpimensionalHtybridHtalideH–erovskitesVHACSeNanoTH
2021THYaTHYXYa[UYXYbZ 16.7 15

101 pynamicalHscreeningHofHvanHderH⁰aalsHinteractionsHinHnanostructuredHsolidsfH°ublimationHofH
fullerenesVHJournaleofeChemicalePhysicsTH2015THY]ZTHYb][XZ 3.9 14

100 wineticallyH°tableH’xideH’verlayersHonHyoH–HzanoparticlesHqnablingHxithiumUmirHnatteriesHwithHxowH
’verpotentialsHandHxongHoycleHxifeVHAdvancedeMaterialsTH2020TH[ZTHeZXX]XZd 24 14

99 ×ltrafastHqlectricHrieldH–ulseHoontrolHofHsiantHTemperatureHohangeHinHrerroelectricsVHPhysicale
RevieweLettersTH2018THYZXTHXaaeXY 7.4 14

98
rirstUprinciplesHstudiesHofHtheHlocalHstructureHandHrelaxorHbehaviorHofH
–bPygYW[zbZW[Q’[â��–bTi’[UderivedHferroelectricHperovskiteHsolidHsolutionsVHPhysicaleRevieweBTH
2018THecTH

3.3 14

97 TheoreticalHyodelingHofHTribochemicalH eactionHonH–tHandHmuHoontactsfHyechanicalHxoadHandH
oatalysisVHACSeAppliedeMaterialselamp;eInterfacesTH2016THdTHcaZeU[a 9.5 14

Andrew M Rappe
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96 TheoreticalH°tudyHofHuntermolecularHohainHTransferHtoH–olymerH eactionsHofHmlkylHmcrylatesVH
Industrialelamp;eEngineeringeChemistryeResearchTH2015THa]TH]Y]dU]Yba 3.9 14

95 TheoreticalHexaminationHofHstressHfieldsHinH–bP∕rXVaTiXVaQ’[VHFerroelectricsTH1998THZXbTH[YU]b 0.6 14

94 msymmetryHinHmechanicalHpolarizationHswitchingVHAppliedePhysicseLettersTH2017THYYXTHZZZeX[ 3.4 13

93 tybridHfunctionalHpseudopotentialsVHPhysicaleRevieweBTH2018THecTH 3.3 13

92 pesigningHrerroelectricHrieldUqffectHTransistorsHnasedHonHtheH–olarizationU otationHqffectHforHxowH
’peratingHVoltageHandHrastH°witchingVHPhysicaleRevieweAppliedTH2015TH]TH 4.3 13

91 qxplorationHofHtheHintrinsicHinertialHresponseHofHferroelectricHdomainHwallsHviaHmolecularHdynamicsH
simulationsVHAppliedePhysicseLettersTH2013THYX[THZ[ZeXc 3.4 13

90 oollectiveHyotionHandH°tructuralH’rderHinHmdsorbateHVibrationalHpynamicsVHPhysicaleRevieweLettersTH
1998THdYTHae]XUae][ 7.4 13

89 mbHinitioHstudyHofHaHgrainHboundaryHinHgoldVHPhysicaleRevieweBTH1992TH]bTHecbdUeccY 3.3 13

88 °tudyHofHnUnutylHmcrylateH°elfUunitiationH eactionHqxperimentallyHandHviaHyacroscopicHyechanisticH
yodelingVHProcessesTH2016TH]THYa 2.9 13

87 TheoreticalHstudyHofHchainHtransferHtoHsolventHreactionsHofHalkylHacrylatesVHJournaleofePhysicale
ChemistryeATH2014THYYdTHa]c]Udc 2.8 12

86 oontrollingHoxideHsurfaceHdipoleHandHreactivityHwithHintrinsicHnonstoichiometricHepitaxialH
reconstructionsVHPhysicaleRevieweBTH2015THeZTH 3.3 12

85 siantHnulkH–hotovoltaicHqffectHinHVinyleneUxinkedHtybridHteterocyclicH–olymerVHJournaleofePhysicale
ChemistryeCTH2017THYZYTHbaXXUbaXc 3.8 11

84 ×pperHlimitHonHshiftHcurrentHgenerationHinHextendedHsystemsVHPhysicaleRevieweBTH2019THYXXTH 3.3 11

83 °tabilizationHofHhighlyHpolarizedH–bTi’[HnanoscaleHcapacitorsHdueHtoHinUplaneHsymmetryHbreakingHatH
theHinterfaceVHPhysicaleRevieweBTH2012THdaTH 3.3 11

82 mbHinitioHoptimizedHpseudopotentialHcalculationsHofHmagneticHsystemsVHPhysicaleRevieweBTH1995THaZTHYZcbXUYZcba3.3 11

81 xargeHnulkH–iezophotovoltaicHqffectHofHyonolayerHZUyo°VHJournaleofePhysicaleChemistryeLettersTH
2021THYZTHYZ]]UYZ]e 6.4 11

80 ×nravelingHtheHqlasticH–ropertiesHofHP—uasiQTwoUpimensionalHtybridH–erovskitesfHmHvointH
qxperimentalHandHTheoreticalH°tudyVHACSeAppliedeMaterialselamp;eInterfacesTH2020THYZTHYcddYUYcdeZ 9.5 10

79 TuningHtheHgapHofHleadUbasedHhalideHperovskitesHbyHintroducingHsuperalkaliHspeciesHatHtheHcationicH
sitesHofHmn₃UtypeHstructureVHPhysicaleChemistryeChemicalePhysicsTH2017THYeTHZXbYeUZXbZb 3.6 10

(2017-2015)
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78 ’pticalHsignaturesHofHmultifoldHfermionsHinHtheHchiralHtopologicalHsemimetalHoo°iVHProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2020THYYcTHZcYX]UZcYYX 11.5 10

77 qpitaxialHTi’xH°urfaceHinHrerroelectricHnaTi’[fHzativeH°tructureHandHpynamicH–atterningHatHtheH
mtomicH°caleVHAdvancedeFunctionaleMaterialsTH2020TH[XTHYeXZa]e 15.6 10

76 mnionHqxchangeHinHuuUVuH°emiconductingHzanostructuresHviaHmtomicHTemplatingVHNanoeLettersTH2018TH
YdTHYbZXUYbZc 11.5 9

75 °urfaceHohemicallyH°witchableH×ltravioletHxuminescenceHfromHunterfacialHTwoUpimensionalHqlectronH
sasVHNanoeLettersTH2016THYbTHbdYUc 11.5 9

74 qnhancedHchargeHorderingHtransitionHinHdopedHoare’[HthroughHstericHtemplatingVHPhysicaleRevieweBTH
2014THdeTH 3.3 9

73 settingHaHchargeHoutHofHhybridHperovskitesVHProceedingseofetheeNationaleAcademyeofeScienceseofethee
UnitedeStateseofeAmericaTH2017THYY]THcYeYUcYe[ 11.5 9

72 ×nusuallyHxargeH−oungâ��sHyoduliHofHmminoHmcidHyolecularHorystalsVHAngewandteeChemieTH2015THYZcTHY[ccXUY[cc]3.6 9

71 zonmonotonicHoompositionHpependenceHofHtheHpielectricH esponseHofHnaYâ��xoax∕r’[VHChemistrye
ofeMaterialsTH2008THZXTHaY[]UaY[d 9.6 9

70 TransitionHmetalHinverseUhybridHperovskitesVHJournaleofeMaterialseChemistryeATH2018THbTHY]abXUY]aba 13 9

69 umproperHmagneticHferroelectricityHofHnearlyHpureHelectronicHnatureHinHhelicoidalHspiralHoaync’YZVH
PhysicaleRevieweBTH2018THecTH 3.3 8

68 msymmetricH esponseHofHrerroelasticHpomainU⁰allHyotionHunderHmppliedHniasVHACSeAppliede
Materialselamp;eInterfacesTH2016THdTHZe[aU]Y 9.5 8

67 oontrolHofHtheH–olarizationHofHrerroelectricHoapacitorsHbyHtheHooncurrentHmctionHofHxightHandH
mdsorbatesVHACSeAppliedeMaterialselamp;eInterfacesTH2018THYXTHZ[ebdUZ[eca 9.5 8

66 qlectronicHtransitionHaboveHroomHtemperatureHinHoaync’YZHfilmsVHAppliedePhysicseLettersTH2015TH
YXcTHY]ZeXY 3.4 8

65 yultipleHdielectricHtransitionsHinHtheH–bTi’[UniP∕nYWZTiYWZQ’[UniPygYWZTiYWZQ’[HsystemVHJournaleofe
AppliedePhysicsTH2011THYYXTHXc]YYX 2.5 8

64 °pontaneousHformationHofHdipolarHmetalHnanoclustersVHJournaleofePhysicaleChemistryeATH2009THYY[TH]Y[]Uc2.8 8

63 unvestigationHofHchemisorbedHmolecularHstatesHforHoxygenHonHrhodiumHPYYYQVHJournaleofeChemicale
PhysicsTH2000THYY[TH][ddU][eY 3.9 8

62 xatticeHmodeHsymmetryHanalysisHofHtheHorthorhombicHphaseHofHmethylammoniumHleadHiodideHusingH
polarizedH amanVHPhysicaleRevieweMaterialsTH2020TH]TH 3.2 8

61 qxperimentalHandHyechanisticHyodelingH°tudyHofH°elfUunitiatedHtighUTemperatureH–olymerizationH
ofHqthylHmcrylateVHIndustrialelamp;eEngineeringeChemistryeResearchTH2020THaeTHZbZYUZb[X 3.9 8
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60 °hiftHphotovoltaicHcurrentHandHmagneticallyHinducedHbulkHphotocurrentHinHpiezoelectricHsilleniteH
crystalsVHPhysicaleRevieweBTH2020THYXZTH 3.3 8

59 –hononUmssistedHnallisticHourrentHfromHrirstU–rinciplesHoalculationsVHPhysicaleRevieweLettersTH2021TH
YZbTHYcc]X[ 7.4 8

58 yechanisticHunsightsHintoHo’ZHqlectroreductionHonHziZ–fH×nderstandingHutsH°electivityHtowardH
yulticarbonH–roductsVHACSeCatalysisTH2021THYYTHYYcXbUYYcYa 13.1 8

57 ’riginHofHtheHanomalousH–bUnrHbondHdynamicsHinHformamidiniumHleadHbromideHperovskitesVHPhysicale
RevieweBTH2020THYXYTH 3.3 7

56 pesignHofHyetalUtalideHunverseUtybridH–erovskitesVHJournaleofePhysicaleChemistryeCTH2018THYZZTHY[dcZUY[dd[3.8 7

55 yethodHofHyomentsHmppliedHtoHyostUxikelyHtighUTemperatureHrreeU adicalH–olymerizationH
 eactionsVHProcessesTH2019THcTHbab 2.9 7

54 oomputationalH°tudiesHofHxeadUbasedH elaxorHrerroelectricsVHFerroelectricsTH2014TH]beTHYUY[ 0.6 7

53 TheoryHofHtydrogenHyigrationHinH’rganicâ��unorganicHtalideH–erovskitesVHAngewandteeChemieTH2015TH
YZcTHYZbY]UYZbYd 3.6 7

52 oouplingHbetweenHoctahedralHrotationsHandHlocalHpolarHdisplacementsHinH⁰’[W e’[HsuperlatticesVH
PhysicaleRevieweBTH2014THdeTH 3.3 7

51 °tressUinducedHphaseHtransitionHinH–bP∕rYWZTiYWZQ’[H1998TH 7

50 ⁰idespreadHzegativeHxongitudinalH–iezoelectricH esponsesHinHrerroelectricHorystalsHwithHxayeredH
°tructuresVHPhysicaleRevieweLettersTH2021THYZbTHZYcbXY 7.4 7

49 mssemblageHofH°uperalkaliHoomplexesHwithHqverHxowUuonizationH–otentialsVHJournaleofePhysicale
ChemistryeATH2016THYZXTHb]e[Ue 2.8 7

48 °rUinducedHdipoleHscatterHinHnax°rYâ��xTi’[fHunsightsHfromHaHtransferableUbondHvalenceUbasedH
interatomicHpotentialVHPhysicaleRevieweBTH2019THYXXTH 3.3 7

47 yoleculeUmdsorbedHTopologicalHunsulatorHandHyetalH°urfacesfHmHoomparativeHrirstU–rinciplesH°tudyVH
ChemistryeofeMaterialsTH2018TH[XTHYd]eUYdaa 9.6 6

46 ValenceHnandHoontrolHofHyetalH°ilicideHrilmsHviaH°toichiometryVHJournaleofePhysicaleChemistryeLettersTH
2016THcTHZac[Ud 6.4 6

45 unterplayHbetweenHoationHandHohargeH’rderingHinHxaYW[°rZW[re’[H°uperlatticesVHAdvancede
ElectroniceMaterialsTH2016THZTHYaXX[cZ 6.4 6

44 yetalHcationHsHloneUpairsHincreaseHoctahedralHtiltingHinstabilitiesHinHhalideHperovskitesVHMaterialse
AdvancesTH2021THZTH]bYXU]bYb 3.3 6

43 zovelHmaterialsHsolutionsHandHsimulationsHforHnanoelectromechanicalHswitchesH2015TH 5

(2015-2020)
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42 VariationalHyonteHoarloHcalculationHofHtheHspinHgapHinHtheH˛‰iYHquantumHtallHliquidVHPhysicaleRevieweB
TH1997THabTH]cbXU]ccY 3.3 5

41 rorceHcalculationHofHpolyatomicHmoleculesHinHquantumHyonteHoarloHusingH–ulayOsHcorrectionsVH
MolecularePhysicsTH2007THYXaTHZ]e[UZ]ec 1.7 5

40 qffectHofHwavefunctionHdelocalizationHonHshiftHcurrentHgenerationVHJournaleofePhysicseCondensede
MatterTH2019TH[YTHXd]XXZ 1.8 5

39 °eeingHtheHforestHandHtheHtreesVHNatureeMaterialsTH2018THYcTHbacUbad 27 5

38 mdsorptionHofHnenzeneHonHtheH u’ZPYYXQH°urfaceVHJournaleofePhysicaleChemistryeCTH2017THYZYTHYadaUYaeX3.8 4

37
mHprTHstudyHonHtheHhydrogenHdesorptionHfromHtheHlithiumHborohydrideHandHaluminohydrideHuponH
theHadditionHofHnanostructuredHcarbonHcatalyzingHagentVHInternationaleJournaleofeHydrogeneEnergyTH
2017TH]ZTH[XYeU[XZb

6.7 4

36
– qpuoTu’zH’rHpuqxqoT uoHpu°–q °u’zHr’ HxqmpHnm°qpH–q ’V°wuTq°HmzpH°T×p−H’rHx’omxH
puqxqoT uoH q°–’z°qHuzHXVca–bPygYW[zbZW[Q’[â��XVZa–bTi’[VHJournaleofeAdvancedeDielectricsTH
2012THXZTHYZ]YXXe

1.3 4

35 qxtendingHfirstHprinciplesHmodelingHwithHcrystalHchemistryfHaHbondUvalenceHbasedHclassicalHpotentialVH
AIPeConferenceeProceedingsTH2003TH 0 4

34 qfficientHscalingHofHcalculationsHinvolvingHseparableHnonlocalHpotentialsVHPhysicaleRevieweBTH1998THadTH[]dZU[]da3.3 4

33 umpactHofHtierarchicalHzanoporousHmrchitecturesHonH°odiumH°torageHinHmntimonyUnasedH
°odiumUuonHnatteryHmnodesVHACSeAppliedeEnergyeMaterialsTH2020TH[THYYZ[YUYYZ]Y 6.1 4

32 rerroelectricHbariumHtitanateHderivativesHcontainingHyoHandHygHforHtransparentHphotovoltaicH
applicationsVHJournaleofeAppliedePhysicsTH2019THYZbTHYc]YXY 2.5 4
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14  eplyHtoHO econsideringHtheH°hockleyâ��—ueisserHlimitHofHaHferroelectricHinsulatorHdeviceOVHNaturee
PhotonicsTH2017THYYTH[[XU[[X 33.9 1
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