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307 oorrectionsHofHyolecularHyorphologyHandHtydrogenHnondHforHumprovedHorystalHpensityH–redictionVH
2019THZaTH 4

306 πnderstandingHtheHgeometricHdiversityHofHinorganicHandHhybridHframeworksHthroughHstructuralH
coarseUgrainingVH2020THYYTHYZadXUYZadc 9

305 pifferentiableH’ptimizationHforHtheH–redictionHofHsroundHétateHétructuresHPp’sééQVH2020THYZaTHYc[XXY 3

304 tighHpressureHchemicalHreactivityHandHstructuralHstudyHofHtheHzaâ��–HandHxiâ��–HsystemsVH2020THdTHZYcecUZYdX[ 3

303 –muUgraphenefHmHnewHtopologicalHsemimetallicHtwoUdimensionalHcarbonHallotropeHwithHhighlyH
tunableHanisotropicHpiracHconesVH2020THYcXTH]ccU]db 19

302 yanipulatingHtheHelectronicHpropertiesHofHozTHbyHdopingHmetalVH2020THZbZTHYY]dX[ 3

301 oombiningHphononHaccuracyHwithHhighHtransferabilityHinHsaussianHapproximationHpotentialHmodelsVH
2020THYa[THX]]YX] 13

300 oomputationalHéearchHforHzewHWâ��yoâ��nHoompoundsVH2020TH[ZTHcXZdUcX[a 6

299 senerativeHmdversarialHzetworksHforHorystalHétructureH–redictionVH2020THbTHY]YZUY]ZX 35

298 zobleHsasesHinHéolidHoompoundsHéhowHaHRichHpisplayHofHohemistryHWithHqnoughH–ressureVH2020THdTHacX]eZ 3

297 pispersionUoorrectedHprTHyethodsHforHmpplicationsHinHzuclearHyagneticHResonanceH
orystallographyVH2020THYZ]THYX[YZUYX[Z[ 7

296 zeuralHnetworkHpotentialHfromHbispectrumHcomponentsfHmHcaseHstudyHonHcrystallineHsiliconVH2020TH
Ya[THXa]YYd 5

295 nioactiveHR’éUscavengingHnanozymesHforHregenerativeHmedicinefHReestablishingHtheHantioxidantH
firewallVH2020THYTHZdaUZec 10

294 –haseHdiagramHandHsuperconductivityHofHcalciumHborohyridesHatHextremeHpressuresVH2020THYXZTH 16

293 pataUprivenHyaterialsHpiscoveryHfromHxargeHohemistryHépacesVH2020TH[TH[ZcU[Zd 1

292 yachineUlearningUassistedHsearchHforHfunctionalHmaterialsHoverHextendedHchemicalHspaceVH2020THcTHZcYXUZcYd 3

291 RetrievingHtheHconfigurationHofHgrainHboundaryHstructureHinHpolycrystallineHmaterialsHbyH
extraordinaryHXUrayHreflectionHanalysisVH2020THa[THYXXbUYXY] 0

290 sraphHconvolutionalHneuralHnetworksHwithHglobalHattentionHforHimprovedHmaterialsHpropertyH
predictionVH2020THZZTHYdY]YUYdY]d 26
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289 mtomisticHstructureHlearningHalgorithmHwithHsurrogateHenergyHmodelHrelaxationVH2020THYXZTH 6

288 noronHcageHeffectsHonHzdUreUnHcrystalHstructureOsHstabilityVH2020THYa[THYY]YYY 3

287 oombiningHyachineHxearningH–otentialHandHétructureH–redictionHforHmcceleratedHyaterialsHpesignH
andHpiscoveryVH2020THYYTHdcYXUdcZX 18

286 unsightHintoHtheHstructuresHandHdynamicsHofHorganicHsemiconductorsHthroughHsolidUstateHzyRH
spectroscopyVHNature Reviews MaterialsTH2020THaTHeYXUe[X 73.3 36

285 –olymorphicHyetastabilityHinHoolloidalHéemiconductorHzanocrystalsVH2020THbTHYabcUYadd 5

284 ohemistryHunderHhighHpressureVH2020TH]THaXdUaZc 43

283 rromHéimpleHtoHoomplexfHpesignHofHunorganicHorystalHétructuresHwithHaHTopologicallyHqxtendedH
ZintlUwlemmHoonceptVH2020THYYTHdYY]UdYZX 0

282 mpplicationHofHmachineHlearningHmethodsHforHpredictingHnewHsuperhardHmaterialsVH2020THYZdTHXcaYXZ 14

281 pataUdrivenHcomputationalHpredictionHandHexperimentalHrealizationHofHexoticHperovskiteUrelatedH
polarHmagnetsVH2020THaTH 6

280 tistoricalHpevelopmentHofHétructuralHoorrelationsVH2020THYUb] 2

279 pistanceHyatrixUnasedHorystalHétructureH–redictionHπsingHqvolutionaryHmlgorithmsVH2020THYZ]THYXeXeUYXeYe 2

278 étructureHandHsuperconductivityHinHcompressedHxiUéiUtHcompoundsfHpensityHfunctionalHtheoryH
calculationsVH2020THYXZTH 6

277 yicroscopyHandHyodellingHtoHπnderstandHpefectsHandH–hononHpispersionsVH2020THZbTHeabUeab

276 éuperconductingHboronHallotropesVH2020THYXYTH 8

275 πnconventionalHstableHstoichiometryHofHvanadiumHperoxideVH2020THZZTHYY]bXUYY]bb 1

274 zonexistenceHofHtheHdecahedralHéiZXtZXHcagefHxevinthalOsHparadoxHrevisitedVH2020THYXYTH 5

273 ooevolutionaryHsearchHforHoptimalHmaterialsHinHtheHspaceHofHallHpossibleHcompoundsVH2020THbTH 11

272 mbHinitioHphaseHdiagramHandHnucleationHofHgalliumVH2020THYYTHZba] 46
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271 yachineHxearningHbasedHpredictionHofHnoncentrosymmetricHcrystalHmaterialsVH2020THYd[THYXeceZ 8

270 tierarchicallyHétructuredHmllotropesHofH–hosphorusHfromHpataUprivenHqxplorationVH2020THaeTHYaddXUYadda 15

269 tierarchicallyHétructuredHmllotropesHofH–hosphorusHfromHpataUprivenHqxplorationVH2020THY[ZTHYbXY]UYbXYe 1

268 yachineUlearningHinteratomicHpotentialsHenableHfirstUprinciplesHmultiscaleHmodelingHofHlatticeH
thermalHconductivityHinHgrapheneWboropheneHheterostructuresVH2020THcTHZ[aeUZ[bc 62

267 oomputationallyHaidedTHentropyUdrivenHsynthesisHofHhighlyHefficientHandHdurableHmultiUelementalH
alloyHcatalystsVH2020THbTHeaazXaYX 60

266 oomputationalHpredictionsHofHtwoUdimensionalHanodeHmaterialsHofHmetalUionHbatteriesVH2020THYXTHeY]c[ 9

265 tighHdielectricHternaryHoxidesHfromHcrystalHstructureHpredictionHandHhighUthroughputHscreeningVH
2020THcTHdY 3

264 pesigningHbioinspiredHbrickUandUmortarHcompositesHusingHmachineHlearningHandHstatisticalHlearningVH
2020THYTH 7

263 étructureTHétabilityTHandHyechanicalH–ropertiesHofHnoronURichHyoUnH–hasesfHmHoomputationalHétudyVH
2020THYYTHZ[e[UZ]XY 12

262 ohargeHTransferHintoH’rganicHThinHrilmsfHmHpeeperHunsightHthroughHyachineUxearningUmssistedH
étructureHéearchVH2020THcTHZXXXeeZ 17

261 –aulingâ��sHrulesHguidedHyonteHoarloHsearchHP–myomRéQfHmHshortcutHofHpredictingHinorganicHcrystalH
structuresVH2020THZabTHYXc]db 2

260 étabilityHandHsuperconductivityHofHlanthanumHandHyttriumHdecahydridesVH2020THYXYTH 10

259 yetalUtalideH–erovskiteHpesignHforHzextUsenerationHyemoriesfHrirstU–rinciplesHécreeningHandH
qxperimentalHVerificationVH2020THcTHZXXY[bc 8

258 ’pticalHpropertiesHofHsuperconductingHpressurizedHxatYXVH2020THYXZTH 5

257 –olymerHétructureH–redictionHfromHrirstH–rinciplesVH2020THYYTHadZ[UadZe 11

256 mnisotropicH–obzHyonolayerHwithHWideHnandHsapHandHπltrahighHoarrierHyobilityVH2020THYZ]TH][[XU][[c 7

255 rirstUprinciplesHhighHpressureHstructureHsearchingTHlongitudinalUtransverseHmodeHcouplingHandH
absenceHofHsimpleHcubicHphaseHinHsulfurVH2020THZZTHXZ[XZX 2

254 mHperspectiveHonHconventionalHhighUtemperatureHsuperconductorsHatHhighHpressurefHyethodsHandH
materialsVH2020THdabTHYUcd 132
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253 untroducingH’penHnoundaryHoonditionsHinHyodelingHzonperiodicHyaterialsHandHunterfacesfHTheH
umpactHofHtheH–eriodicityHmssumptionVH2020THZTHZ]cUZa[ 0

252 écreeningHforH–lanarHoarbonHmllotropesHπsingHétructureHépaceHéamplingVH2020THYZ]THb[ceUb[d] 2

251 oomputationalHfunctionalityUdrivenHdesignHofHsemiconductorsHforHoptoelectronicHapplicationsVH2020
THZTHdceUeX] 19

250 yachineHxearningUnasedH–redictionHofHorystalHéystemsHandHépaceHsroupsHfromHunorganicHyaterialsH
oompositionsVH2020THaTH[aebU[bXb 19

249 TuningHtheHqlectrochemicalH–ropertiesHofH’rganicHnatteryHoathodeHyaterialsfHunsightsHfromH
qvolutionaryHmlgorithmHprTHoalculationsVH2020THY[THZ]XZUZ]Xe 9

248 yachineHlearningHandHbigHscientificHdataVH2020TH[cdTHZXYeXXa] 19

247 qvolutionaryHmlgorithmUbasedHorystalHétructureH–redictionHforHsoldPuQHrluorideVH2020THZYTHdXZUdXd 4

246 RecentHmdvancesHandHmpplicationsHofHunorganicHqlectridesVH2020THYYTH[d]YU[daZ 16

245 πsingHyachineHxearningHtoH–redictHtheHpissociationHqnergyHofH’rganicHoarbonylsVH2020THYZ]TH[d]]U[daX 10

244 yachineUenabledHinverseHdesignHofHinorganicHsolidHmaterialsfHpromisesHandHchallengesVH2020THYYTH]dcYU]ddY 42

243 qvolvingHtheHyaterialsHsenomefHtowHyachineHxearningHusHruelingHtheHzextHsenerationHofHyaterialsH
piscoveryVH2020THaXTHYUZa 28

242 RecentHprogressHonHdiscoveryHandHpropertiesHpredictionHofHenergyHmaterialsfHéimpleHmachineH
learningHmeetsHcomplexHquantumHchemistryVH2021THa]THcZUdd 12

241 yachineHlearningUacceleratedHquantumHmechanicsUbasedHatomisticHsimulationsHforHindustrialH
applicationsVH2021TH[aTHaacUadb 9

240 TheHXtal’ptHqvolutionaryHmlgorithmHforHorystalHétructureH–redictionVH2021THYZaTHYbXYUYbZX 11

239 mcceleratedHdiscoveryHofHstableHspinelsHinHenergyHsystemsHviaHmachineHlearningVH2021THdYTHYXabba 10

238 oanHweHpredictHmaterialsHthatHcanHbeHsynthesisedkVH2020THYZTHd[XUd]X 14

237 noratesfHmHRichHéourceHforH’pticalHyaterialsVH2021THYZYTHYY[XUYZXZ 190

236 ymuéqfHoonstructionHofHneuralHnetworkHinteratomicHmodelsHandHevolutionaryHstructureH
optimizationVH2021THZaeTHYXcbce 9

Citation Report

6



235 untegratingHdataHminingHandHmachineHlearningHtoHdiscoverHhighUstrengthHductileHtitaniumHalloysVH
2021THZXZTHZYYUZZY 25

234 oryé–YfHaHcrystalHstructureHpredictionHtoolHacceleratedHbyHmachineHlearningVH2021THYTHdcUec 4

233 éynthesisHofHmolecularHmetallicHbariumHsuperhydridefHpseudocubicHnatVH2021THYZTHZc[ 29

232 udentificationHofHsynthesisableHcrystallineHphasesHofHwaterHâ��HaHprototypeHforHtheHchallengesHofH
computationalHmaterialsHdesignVH2021THZ[THZaZUZb[

231 yachineHlearningHbasedHonHwaveHandHdiffusionHphysicalHsystemsVH2021THcXTHY]]ZX]UY]]ZX] 0

230 TopologicalHmethodsHforHanalysisHandHdesignHofHcoordinationHpolymersVH2021THeXTH 2

229 oomputationallyHassistedHmultistageHdesignHandHpredictionHdrivingHtheHdiscoveryHofHdeepUultravioletH
nonlinearHopticalHmaterialsVH2021THaTH[aXcU[aZ[ 6

228 umprovedHquantitativeHcrystalUstructureHcomparisonHusingHpowderHdiffractogramsHviaHanisotropicH
volumeHcorrectionVH 0

227 tydrogenHolathrateHétructuresHinHπraniumHtydridesHatHtighH–ressuresVH2021THbTH[e]bU[eaX 2

226 oontactHmapHbasedHcrystalHstructureHpredictionHusingHglobalHoptimizationVH2021THZ[THYcbaUYccb 5

225 orystalHstructuresHandHsuperconductivityHofHlithiumHandHfluorineHimplantedHgoldHhydridesHunderH
highHpressuresVH2021THZ[THZYa]]UZYaa[ 1

224 –redictingHtheHqlectronicHandHétructuralH–ropertiesHofHTwoUpimensionalHyaterialsHπsingHyachineH
xearningVH2021THbcTHYZdcUY[XX 1

223 teliumUnitrogenHmixturesHatHhighHpressureVH2021THYX[TH 3

222 oomparisonHstudyHofHexchangeUcorrelationHfunctionalsHonHpredictionHofHgroundHstatesHandH
structuralHpropertiesVH2021THZZTHbYUb] 3

221 RandomHétructureHéearchingHwithH’rbitalUrreeHpensityHrunctionalHTheoryVH2021THYZaTHYbaXUYbbX 4

220 mdvancesHinHyaterialsHandHmpplicationsHofHunorganicHqlectridesVH2021THYZYTH[YZYU[Yda 40

219 –olymorphismHinH–ostUpichalcogenideHTwoUpimensionalHyaterialsVH2021THYZYTHZcY[UZcca 20

218 pesignHprinciplesHandHphysicalHpropertiesHofHtwoUdimensionalHheterostructuredHboridesVH2021THaTH 1
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217 éynthesisHofHYttriumHéuperhydrideHéuperconductorHwithHaHTransitionHTemperatureHupHtoHZbZ´ wHbyH
oatalyticHtydrogenationHatHtighH–ressuresVH2021THYZbTHYYcXX[ 49

216 mnisotropicHvanusHéi–HyonolayerHasHaH–hotocatalystHforHWaterHéplittingVH2021THYZTHZ]b]UZ]cX 16

215 yXHmntiUyXenesHfromHzonUvanHderHWaalsHnulksHforHqlectrochemicalHmpplicationsfHTheHyeritHofH
yetallicityHandHmctiveHnasalH–laneVH2021THYaTHbZ[[UbZ]Z 9

214 –redictionHofHzovelHvanHderHWaalsHnoronH’xidesHwithHéuperiorHpeepUπltravioletHzonlinearH’pticalH
–erformanceVH2021THY[[THYXddbUYXdeZ 6

213 mdvancesHinHmodellingHelectronHenergyHlossHspectraHfromHfirstHprinciplesVH2021TH]THXZ]XXd 1

212 pesigningHaHramilyHofHmluminumUoontainingHrluoroborateHorystalsHwithHqnhancedHnirefringenceH
andHéecondUtarmonicHsenerationHooefficientsHnasedHonHtheHrirstU–rinciplesHyethodsVH2021THYZaTHc][YUc][d 2

211  uantumHandHolassicalH–rotonHpiffusionHinHéuperconductingHolathrateHtydridesVH2021THYZbTHYYcXXZ 6

210 –redictionHofHzovelHvanHderHWaalsHnoronH’xidesHwithHéuperiorHpeepUπltravioletHzonlinearH’pticalH
–erformanceVH2021THbXTHYXceYUYXcec 10

209 –haseHtransitionsHinHZpHmaterialsVHNature Reviews MaterialsTH2021THbTHdZeUd]b 73.3 43

208 pensityH–redictionHyodelsHforHqnergeticHoompoundsHyerelyHπsingHyolecularHTopologyVH2021THbYTHZadZUZae[ 3

207 –yXtalfHmH–ythonHlibraryHforHcrystalHstructureHgenerationHandHsymmetryHanalysisVH2021THZbYTHYXcdYX 9

206 TheHsuperconductivityHofHzâ��éiâ��tHcompoundsHatHhighHpressureVH2021TH[ZeTHYY]ZbX 2

205 neyondHToleranceHractorfHπsingHpeepHxearningHforH–redictionHrormabilityHofHmnX[H–erovskiteH
étructuresVH2021TH]THZYXXXZY 1

204 TheoreticalH–redictionHofHTwoUpimensionalHyaterialsTHnehaviorTHandH–ropertiesVH2021THYaTHaeaeUaecb 8

203 rormationHofHygU’rthocarbonateHthroughHtheHReactionHygo’[HSHyg’HiHygZo’]HatHqarthâ��sHxowerH
yantleH–â��THoonditionsVH2021THZYTHZedbUZeeZ 5

202 rirstUprinciplesHdesignHofHhalideUreducedHelectridesfHyagnetismHandHtopologicalHphasesVH2021THaTH 2

201 mtomicHconfigurationsHforHmaterialsHresearchfHmHcaseHstudyHofHsomeHsimpleHbinaryHcompoundsVH2021TH
YYTHX]aYZX 0

200 naHwithHπnusualH’xidationHétatesHinHnaHohalcogenidesHunderH–ressureVH2021THYZTH]ZX[U]ZYX 4
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199 mnHapproachHbasedHonHrandomHsamplingHandHdensityHfunctionalHtheoryHtoHidentifyHhighlyHstableH
structuresHofHmnX[HcompoundsVH2021THYeZTHYYX[X] 1

198 –redictionHofHcrystalHstructuresHandHmotifsHinHtheHreUygU’HsystemHatHqarthâ��sHcoreHpressuresVH

197 qlectronicUstructureHmethodsHforHmaterialsHdesignVH2021THZXTHc[bUc]e 24

196 qvolutionaryHcomputingHandHmachineHlearningHforHdiscoveringHofHlowUenergyHdefectHconfigurationsVH
2021THcTH 4

195 mbHinitioHrandomHstructureHsearchingHforHbatteryHcathodeHmaterialsVH2021THYa]THYc]YYY 8

194 oomputationalHpiscoveryHofHzewHZpHyaterialsHπsingHpeepHxearningHsenerativeHyodelsVH2021THY[THa[[X[Ua[[Y[5

193 niasedHscreeningHforHmultiUcomponentHmaterialsHwithHétructuresHofHmlloyHsenerationHmndH
RecognitionHPémsmRQVH2021THYe[THYYX[db 5

192 –erspectiveHonHintegratingHmachineHlearningHintoHcomputationalHchemistryHandHmaterialsHscienceVH
2021THYa]THZ[XeX[ 35

191 oomputationalHdiscoveryHofHstableHandHmetastableHternaryHoxynitridesVH2021THYa]THZ[]cXb 7

190 rirstHprinciplesHpredictionsHofHén’ZWodTeHandHén’ZWodolZWodTeHinterfaceHstructuresVH2021TH

189 yultistepHpissociationHofHrluorineHyoleculesHunderHqxtremeHoompressionVH2021THYZbTHZZacX] 1

188 éuperconductiveHéodiumHoarbidesHwithH–entagonHoarbonHatHtighH–ressuresVH2021THYZTHadaXUadab 2

187 tighU–ressureH–haseHpiagramHofHtheHTiU’HéystemVH2021THYZTHa]dbUa]e[ 2

186 [ziPoznuQ][ol]fHmHnickelHisocyanideHnanoclusterHwithHaHfoldedHnanosheetHstructureVH2021THYa]THZYYYXZ 1

185 étudyHofHdisorderHinHpulsedHlaserHdepositedHdoubleHperovskiteHoxidesHbyHfirstUprincipleHstructureH
predictionVH2021THcTH 0

184 –ackingH–olymorphismHmffectingHtheH’ptoelectronicH–ropertiesHofHaHˇ�UoonjugatedH’rganicH
oompoundVH2021THZYTH[daXU[db[ 2

183 écreeningHofHuuUuVUVZHyaterialsHforH–hotovoltaicHmpplicationsHnasedHonHpensityHrunctionalHTheoryH
oalculationsVH2021THYYTHdd[

182 étructureHpredictionHofHepitaxialHinorganicHinterfacesHbyHlatticeHandHsurfaceHmatchingHwithH’greVH
2021THYaaTHX[]YYY 0
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181 –hysicsUunspiredHétructuralHRepresentationsHforHyoleculesHandHyaterialsVH2021THYZYTHecaeUedYa 50

180 rirstU–rinciplesHyultiscaleHyodelingHofHyechanicalH–ropertiesHinHsrapheneWnoropheneH
teterostructuresHqmpoweredHbyHyachineUxearningHunteratomicH–otentialsVH2021TH[[THeZYXZdXc 33

179 mctiveUxearningUnasedHsenerativeHpesignHforHtheHpiscoveryHofHWideUnandUsapHyaterialsVH2021THYZaTHYbYYdUYbYZd0

178 qnhancingHcrystalHstructureHpredictionHbyHdecompositionHandHevolutionHschemesHbasedHonHgraphH
theoryVH2021THYTH]bbU]cY 4

177 yachineHlearningHandHevolutionaryHpredictionHofHsuperhardHnUoUzHcompoundsVH2021THcTH 4

176 orystalHstructureHpredictionHofHmaterialsHwithHhighHsymmetryHusingHdifferentialHevolutionVH2021TH[[TH 2

175 tighUThroughputHpiscoveryHofHzovelHoubicHorystalHyaterialsHπsingHpeepHsenerativeHzeuralH
zetworksVH2021THdTHeZYXXabb 4

174 TemperatureUdependentHkineticHpathwaysHofHheterogeneousHiceHnucleationHcompetingHbetweenH
classicalHandHnonUclassicalHnucleationVH2021THYZTH]ea] 2

173 mqzqTUxmyy–éHandHmqzqTUTuzwqRfHunterfacesHforHaccurateHandHefficientHmolecularHdynamicsH
simulationsHwithHmachineHlearningHpotentialsVH2021THYaaTHXc]dXY 3

172 yachineUlearningHinteratomicHpotentialsHforHmaterialsHscienceVH2021THZY]THYYbedX 21

171 oomputationalHdiscoveryHofHenergyHmaterialsHinHtheHeraHofHbigHdataHandHmachineHlearningfHmHcriticalH
reviewVH2021THYTHYXXX]c 7

170 mbsenceHofHconventionalHroomUtemperatureHsuperconductivityHatHhighHpressureHinHcarbonUdopedH
t[éVH2021THYX]TH 15

169 tighUthroughputHdiscoveryHofHhighUtemperatureHconventionalHsuperconductorsVH2021THYX]TH 10

168 oapturingHyetastableH’xideHéemiconductorsHforHmpplicationsHinHéolarHqnergyHoonversionVH2021TH 5

167 saussianH–rocessHRegressionHforHyaterialsHandHyoleculesVH2021THYZYTHYXXc[UYXY]Y 66

166 yachineHlearningHforHmaterialsHdiscoveryfHTwoUdimensionalHtopologicalHinsulatorsVH2021THdTHX[Y]Xe 7

165 piscoveryHofHcomplexHoxidesHviaHautomatedHexperimentsHandHdataHscienceVH2021THYYdTH 6

164 yetastableHmaterialsHdiscoveryHinHtheHageHofHlargeUscaleHcomputationVH2021THdTHX[Y[YX 2
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163 olusterHqxpansionHofHmlloyHTheoryfHmHReviewHofHtistoricalHpevelopmentHandHyodernHunnovationsVHY 0

162 oomputationalHdesignHofHmoirˆ'HassembliesHaidedHbyHartificialHintelligenceVH2021THdTHX[Y]XY 1

161 zewHTwoUpimensionalHWideHnandHsapHtydrocarbonHunsulatorHbyHtydrogenationHofHaHniphenyleneH
éheetVH2021THYZTHdddeUddeb 3

160 TheHZXZYHRoomUTemperatureHéuperconductivityHRoadmapVH2021TH 9

159 Vmé–wuTfHmHuserUfriendlyHinterfaceHfacilitatingHhighUthroughputHcomputingHandHanalysisHusingHVmé–H
codeVH2021THZbcTHYXdX[[ 434

158 ’utstandinglyHhighHthermalHconductivityTHelasticHmodulusTHcarrierHmobilityHandHpiezoelectricityHinH
twoUdimensionalHsemiconductingHoroZz]fHaHfirstUprinciplesHstudyVH2021THZZTHYXXd[e 6

157 mHnewHcrystalHfamilyHofHsazseoHquaternaryHcompoundsHincludingHdirectHbandHgapHsemiconductorsH
andHmetalsVH 0

156 yaterialHmlignmentsVH2021THaTHYYaUYYd

155 unterfacesHinHmetalHhalideHperovskitesHprobedHbyHsolidUstateHzyRHspectroscopyVH2021THeTHYeZXbUYeZ]] 10

154 –haseHdiagramHexplorationHofHTcUmlUnfHfromHbulkHTcmlnHtoHtwoUdimensionalHTcnVH2021THZ[THZZXdbUZZXea

153 ResearchH–rogressesHofHunorganicHqlectridesVH2021THYXTHaYUbY 0

152 ThreeHnewHpolymorphsHofHYTdUdiacetylpyrenefHaHmaterialHwithHpackingUdependentHluminescenceH
propertiesHandHaHtestbedHforHcrystalHstructureHpredictionVH2021THeTHZ]eYUZaX[ 1

151 TheoreticalHpredictionHofHsolutionHandHorderUdisorderHtransitionHinHalloyHmaterialsVH2021THXUX 0

150 tighUthroughputHvirtualHscreeningHforHorganicHelectronicsfHaHcomparativeHstudyHofHalternativeH
strategiesVH2021THeTHY[aacUY[ad[ 4

149 tighUthroughputHsystematicHtopologicalHgenerationHofHlowUenergyHcarbonHallotropesVH2021THcTH 5

148 tighU–ressureHoomputationalHéearchHofHTrivalentHxanthanideHpinitridesVH2021THYZaTHYbYUYbc 2

147 oomputationallyHpirectedHpiscoveryHofHyoniVH2021THY][THZY]UZZZ 9

146  uantumHcrystalHstructureHinHtheHZaXUkelvinHsuperconductingHlanthanumHhydrideVH2020THacdTHbbUbe 93

(2020-)
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145 étructureHpredictionHofHsurfaceHreconstructionsHbyHdeepHreinforcementHlearningVH2020TH[ZTH]X]XXa 6

144 yodellingHandHunderstandingHbatteryHmaterialsHwithHmachineUlearningUdrivenHatomisticHsimulationsVH
2020THZTHX]YXX[ 25

143 TrainingHmachineUlearningHpotentialsHforHcrystalHstructureHpredictionHusingHdisorderedHstructuresVH
2020THYXZTH 2

142 –redictingHcopperHgalliumHdiselenideHandHbandHstructureHengineeringHthroughHorderUdisorderedH
transitionVH2019TH[TH 3

141 xpmSπscHcalculationsHofHphaseHrelationsHinHre’VH2020TH]TH 5

140 oRYé–zetfHorystalHstructureHpredictionsHviaHneuralHnetworksVH2020TH]TH 11

139 –anoramicHPinHbeamQHstudiesHofHmaterialsHsynthesisVH2021TH

138 –erspectivesHforHnextHgenerationHlithiumUionHbatteryHcathodeHmaterialsVH2021THeTHYXeZXY 8

137 qfficientHsaussianHprocessHregressionHforHpredictionHofHmolecularHcrystalsHharmonicHfreeHenergiesVH
2021THcTH 1

136 qnergyHlandscapesHofHperfectHandHdefectiveHsolidsfHfromHstructureHpredictionHtoHionHconductionVH
2021THY]XTHY 2

135 étrengthHthroughHdefectsfHmHnovelHnayesianHapproachHforHtheHoptimizationHofHarchitectedHmaterialsVH
2021THcTHeabkZZYd 6

134 éuperconductingHternaryHhydridesHunderHhighHpressureVH 4

133 qmergingHYttriumH–hosphidesHwithHTetrahedronH–hosphorusHandHéuperconductivityHunderHtighH
–ressuresVH2021THZcTHYc]ZXUYc]Zc 0

132 éparseHsamplingHforHfastHquasiparticleUinterferenceHmappingVH2020THZTH 3

131 qxploringHtheHstructuralHevolutionHandHelectronicHpropertiesHofHmediumUsizedHbariumHdopedH
magnesiumHclustersVH2021THYZaXTHY[Yd[b 0

130 éuperhardHmlloysfHmHReviewHofHqmpiricalHyodelingHandHoomputationalHétrategiesVHeedTHXYZX]e 0

129 ResidualHzeuralHzetworkHmrchitecturesHtoHumproveH–redictionHmccuracyHofH–ropertiesHofHyaterialsVH
2020TH

128 étructuralHdiversityHofHtheHZintlHpnictidesHwithHrareUearthHmetalsVH2021THZZcU[Z] 3
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127 uonicHliquidsHforHrenewableHthermalHenergyHstorageHâ��HaHperspectiveVH 2

126 éearchHmethodsHforHinorganicHmaterialsHcrystalHstructureHpredictionVH2022TH[aTHYXXcZb 3

125 qffectsHofHéiWmlHratioHonHstructureTHmodulusHofHelasticityTHandHdensityHinHzUmUéUtHgeopolymerfHaH
molecularHdynamicsHsimulationHbasedHonHnovelHmacromolecularHmodelVH2021THZcTH[]Z 1

124 VisualizingHqnergyHxandscapesHthroughHyanifoldHxearningVH2021THYYTH 2

123 pUo]z[fHmHsuperhardHferromagneticHhalfUmetalHpredictedHbyHfirstUprinciplesHstudyVH2021TH]Z[THYZcdY] 0

122 pecisiveHeffectsHofHatomicHvacanciesHandHstructuralHorderingHonHstableHphasesHandHbandHstructuresH
inHcopperUgalliumUchalcogenideHcompoundsVH2021TH[[THXca]XY 1

121 oomingHofHmgeHofHoomputationalHohemistryHfromHaHResilientH–astHtoHaH–romisingHrutureVH 2

120 ohasingHtheHooUcrystalHpisappearingH–olymorphHwithHmbHunitioHyethodsVH2021THZYTHbeXZUbeYZ 0

119 éuperconductingHxa–ZtZHwithHgraphenelikeHphosphorusHlayersVH2022THYXaTH 2

118 oomputationalHstudyHofHphaseHstabilityTHelectronicTHmagneticHandHthermoelectricHpropertiesHofHaH
newHquaternaryHteuslerHalloyHorooursaVH2022TH[]ZTHYY]b[b 1

117 pispersionHinteractionsHinHproposedHcovalentHsuperhydrideHsuperconductorsVH2022THYXaTH 0

116 –redictingHxithiumHuronH’xysulfidesHforHnatteryHoathodesVH2022THaTHacaUad] 0

115 pesignH–rinciplesHforHtighUTemperatureHéuperconductorsHwithHaHtydrogenUnasedHmlloyHnackboneH
atHyoderateH–ressureVVH2022THYZdTHX]cXXY 8

114 mHsymmetryUorientatedHdivideUandUconquerHmethodHforHcrystalHstructureHpredictionVVH2022THYabTHXY]YXa 8

113 yaterialsHbyHdesignHatHhighHpressuresVVH2022THY[TH[ZeU[]] 3

112 orystalHétructureH–redictionHπsingHanHmgeUritnessHyultiobjectiveHseneticHmlgorithmHandH
ooordinationHzumberHoonstraintsVVH2022TH

111 tighlyHaccurateHmachineHlearningHpredictionHofHcrystalHpointHgroupsHforHternaryHmaterialsHfromH
chemicalHformulaVVH2022THYZTHYacc 2

110 ReviewHofHcomputationalHapproachesHtoHpredictHtheHthermodynamicHstabilityHofHinorganicHsolidsVH 1
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109 TowardHautonomousHmaterialsHresearchfHRecentHprogressHandHfutureHchallengesVH2022THeTHXYY]Xa 1

108 pesignHofHaHdiamondUlikeHinfraredHnonlinearHopticalHmaterialHxinéZHwithHultraUwideHbandHgapVH2022TH
eXZTHYb[d[e 0

107 RecentHtrendsHinHtheHcomputationalHtoolsHandHdataUdrivenHmodelingHforHadvancedHmaterialsVH

106
mHstructureHdeterminationHprotocolHbasedHonHcombinedHanalysisHofH[pUqpHdataTHpowderHXRpHdataTH
solidUstateHzyRHdataHandHprTUpHcalculationsHrevealsHtheHstructureHofHaHnewHpolymorphHofH
xUtyrosineVH

1

105 –ressureUstabilizedHgrapheneUlikeH–HlayerHinHsuperconductingHxa–VVH2022TH 0

104 yultiUcomponentHcrystalsHcontainingHureafHmechanochemicalHsynthesisHandHcharacterizationHbyH[aolH
solidUstateHzyRHspectroscopyHandHprTHcalculationsVH2022THZ]THZbZbUZb]Y 1

103 srainHwnowledgeHsraphHRepresentationHxearningfHmHzewH–aradigmHforHyicrostructureU–ropertyH
–redictionVH2022THYZTHZdX 1

102 oomputationalHéearchHandHétabilityHmnalysisHofHTwoUpimensionalHTinH’xidesVH2022THYZbTH]b]cU]ba]

101 mnisotropicHmechanicalHresponseTHhighHnegativeHthermalHexpansionTHandHoutstandingHdynamicalH
stabilityHofHbiphenyleneHmonolayerHrevealedHbyHmachineUlearningHinteratomicHpotentialsVH2022TH[ZTHYXX[]c 0

100 mmmoniaHdimerfHextremelyHfluxionalHbutHstillHhydrogenHbondedVVH2022THY[THY]cX 2

99 TowardHtheHRationalHpesignHofHyidUunfraredHzonlinearH’pticalHyaterialsHwithHTargetedH–ropertiesH
viaHaHyultiUxevelHpataUprivenHmpproachVHZZXXZ[Y 4

98 yicrostructureHRepresentationHwnowledgeHsraphHtoHqxploreHtheHTwinningHrormationVH2022THYZTH]bb 0

97 totHtydrideHéuperconductivityHmboveHaaX´ wVH2022THZTH 2

96 étructureHofHanHπltrathinH’xideHonH–t[énPYYYQHéolvedHbyHyachineHxearningHqnhancedHslobalH
’ptimizationVH 0

95 πnsupervisedHmachineHlearningHtoHclassifyHcrystalHstructuresHaccordingHtoHtheirHstructuralHdistortionfH
mHcaseHstudyHonHxiUargyroditeHsolidUstateHelectrolytesVH2022THYXXYae 0

94 étructureHofHanHπltrathinH’xideHonH–t[énPYYYQHéolvedHbyHyachineHxearningHqnhancedHslobalH
’ptimizationVVH2022TH 1

93 éuperconductingHhydridesHonHaHquantumHlandscapeVVH2022TH 0

92 unverseHdesignHofHcrystalHstructuresHforHmulticomponentHsystemsVH2022THZ[YTHYYcded 0
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91 mcceleratingHcathodeHmaterialHdiscoveryHthroughHabHinitioHrandomHstructureHsearchingVH2021THeTHYZYYYY 3

90 TowardsH–redictiveHéynthesisHofHunorganicHyaterialsHπsingHzetworkHécienceVVH2021THeTHcedd[d 0

89 zavigatingHtheHTiUoU’HandHmlUoU’HternaryHsystemsHthroughHtheoryUdrivenHdiscoveryVH2021THaTH

88 o’–qXfHcoUevolutionaryHcrystalHstructureHpredictionHalgorithmHforHcomplexHsystemsVH2021THcTH 3

87 TheHcrystalHstructuresTHphaseHstabilitiesTHelectronicHstructuresHandHbondingHfeaturesHofHiridiumH
boridesHfromHfirstUprinciplesHcalculationsVVH2022THYZTHYYcZZUYYc[Y 0

86 Toé–fHaHTemplateUnasedHorystalHétructureH–redictionHmlgorithmHforHyaterialsHpiscoveryVVH2022TH 0

85 oompleteHresonanceHassignmentHofHaHpharmaceuticalHdrugHatHnaturalHisotopicHabundanceHfromH
pz–UqnhancedHsolidUstateHzyRVVH2022THYYeTHYXYce]

84 tybridHalgorithmHofHnayesianHoptimizationHandHevolutionaryHalgorithmHinHcrystalHstructureH
predictionVH2022THZTHbcUc] 0

83 qffectsHofHzbHconcentrationHonHzbUdopedHanataseHTi’ZfHprTSπHcalculationsVH 1

82 TheHoombinationHofHétructureH–redictionHandHqxperimentHforHtheHqxplorationHofHmlkaliUqarthH
yetalUoontainedHohalcopyriteUxikeHuRHzonlinearH’pticalHyaterialVVH2022THeZYXbYZX 4

81 mcceleratedHidentificationHofHequilibriumHstructuresHofHmulticomponentHinorganicHcrystalsHusingH
machineHlearningHpotentialsVH2022THdTH 0

80 écalableHdeeperHgraphHneuralHnetworksHforHhighUperformanceHmaterialsHpropertyHpredictionVH2022TH
[THYXX]eY 2

79 ’ptimalHalloyingHinHhydridesfHReachingHroomUtemperatureHsuperconductivityHinHxatYXVH2022THYXaTH 0

78 remtosecondHXUrayHxaserHRevealsHuntactHéeaâ��uslandHétructuresHofHyetastableHéolidUétateH
qlectrolytesHforHnatteriesVH 0

77 TreeH–arzenHestimatorHforHglobalHgeometryHoptimizationfHmHbenchmarkHandHdatabaseHofH
experimentalHgasUphaseHstructuresHofHorganicHmoleculesVH2022TH][THY][]UY]]Y

76 slobalHoptimizationHofHatomicHstructureHenhancedHbyHmachineHlearningVH2022THYXaTH 1

75 piscoveringHéuperhardHnâ��zâ��’HoompoundsHbyHuterativeHyachineHxearningHandHqvolutionaryH
étructureH–redictionsVH2022THcTHZYX[aUZYX]Z 0

74
étructuralTHqlectronicTHReactivityTHandHoonformationalHreaturesHofH
ZTaTaUTrimethylUYT[TZUdiheterophosphinaneUZUsulfideTHandHutsHperivativesfHprTTHyq–THandHzn’H
oalculationsVH2022THZcTH]XYY
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73 tybridHprTWpataUprivenHmpproachHforHéearchingHforHzewH uasicrystalHmpproximantsHinHécUXHPXHiHRhTH
–dTHurTH–tQHéystemsVH 1

72 mpplicationsHofHmrtificialHuntelligenceHandHyachineHxearningHmlgorithmsHtoHorystallizationVH 2

71 –redictionHofHstableHxiUénHcompoundsfHboostingHabHinitioHsearchesHwithHneuralHnetworkHpotentialsVH
2022THdTH 0

70 mtomisticHslobalH’ptimizationHXfHmH–ythonHpackageHforHoptimizationHofHatomisticHstructuresVH 0

69 qxplorationHofHtwoUdimensionalHmolybdenumUboridesHandHpotentialHapplicationsVH2022THbTH 0

68 nondingUunsaturationUdependentHsuperconductivityHinH–UrichHsulfidesVH2022THcTHX]d]XZ 0

67 qphemeralHdataHderivedHpotentialsHforHrandomHstructureHsearchVH2022THYXbTH 2

66 orystalHétructureH–redictionHviaHqfficientHéamplingHofHtheH–otentialHqnergyHéurfaceVH 0

65 –ressureUinducedHYée[HandHY[éeHwithHcharmingHstructuresHandHpropertiesVH2022THeZ[THYbb]ba

64 popingUstabilizedHmuUzHcompoundsHviaHlithiumHatomsHatHhighHpressureVH2022TH]TH

63 yaterialsHpropertyHpredictionHusingHfeatureHselectionHbasedHmachineHlearningHtechniqueVH2022TH

62 oompetingHmagneticHandHnonmagneticHstatesHinHmonolayerHVéeZHwithHchargeHdensityHwaveVH2022TH
YXbTH 0

61 mHπniversalHrrameworkHforHreaturizationHofHmtomisticHéystemsVHceYYUceYe 0

60 zovelHboronUrichHaluminumHnitrideHadvancedHceramicHmaterialsVH

59 udentifyingHtheHalloyHstructuresHofHgermaneneHgrownHonHmlPYYYQVH2022THYXbTH 1

58 rromH–hosphateHrluorideHtoHrluorophosphatefHpesignHofHzovelHπltravioletWpeepUπltravioletH
zonlinearH’pticalHyaterialsHforHne–’[rHwithH’pticalH–ropertyHqnhancementVH 1

57 yolecularHpipoleHyomentHxearningHviaHRotationallyHqquivariantHsaussianH–rocessHRegressionHwithH
perivativesHinHyolecularUorbitalUbasedHyachineHxearningVH 1

56 ’nHtheHvalueHofHpopularHcrystallographicHdatabasesHforHmachineHlearningHpredictionHofHspaceH
groupsVH2022THZ]XTHYYd[a[ 0
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55 qnergyHlandscapesHinHinorganicHchemistryVH2022TH 0

54 orystalHstructureHpredictionHofHzUhalideHphthalimideHcompoundsfHhalogenHbondingHsynthonsHasHaH
touchstoneVH2022THZ]THbXbbUbXca 0

53 zeuralUnetworkUbackedHevolutionaryHsearchHforHérTi’[PYYXQHsurfaceHreconstructionsVH 0

52 –redictionHofHétableHéilverHrluoridesVH2022THYZbTHYaXacUYaXb[ 0

51 rorcedHpisorderHinHtheHéolidHéolutionHxi[–â��xiZéfHmHzewHolassHofHrullyHReducedHéolidHqlectrolytesHforH
xithiumHyetalHmnodesVH2022THY]]THYb[aXUYb[ba 0

50 remtosecondHdiffractionHandHdynamicHhighHpressureHscienceVH2022THY[ZTHXdXeXZ 0

49 oomputationalHpredictionHofHnewHmagneticHmaterialsVH2022THYacTHYZ]cX] 0

48 qstimationHofHinorganicHcrystalHdensitiesHusingHgradientHboostedHtreesVHeTH 0

47 pataUaugmentationHforHgraphHneuralHnetworkHlearningHofHtheHrelaxedHenergiesHofHunrelaxedH
structuresVH2022THdTH 1

46 –redictionHofHTwoUpimensionalHsroupHuVHzitridesHmxzyHPmHiHénTHseTHorHéiQfHpiverseHétoichiometricH
RatiosTHrerromagnetismTHandHmuxeticHyechanicalH–ropertyVHe[YbUe[Za 0

45 ’rganicHcrystalHstructureHpredictionHandHitsHapplicationHtoHmaterialsHdesignVH 0

44 qvolutionaryHéearchHforHzovelHThoriumHnoridesHtowardHmdvancedHzuclearHruelsVH 1

43 untoHtheHπnknownfHtowHoomputationHoanHtelpHqxploreHπnchartedHyaterialHépaceVH 1

42 RankingHtheHsynthesizabilityHofHhypotheticalHzeolitesHwithHtheHsortingHhatVH 0

41 tighHpressureHchemistryVH2022TH 0

40 ohallengesHandH’pportunitiesHofHyachineHxearningHonHzeutronHandHXUrayHécatteringVHYUa 0

39 πpperHlimitHofHtheHtransitionHtemperatureHofHsuperconductingHmaterialsVH2022THYXXbXe 0

38 yolecularUorbitalUbasedHmachineHlearningHforHopenUshellHandHmultiUreferenceHsystemsHwithHkernelH
additionHsaussianHprocessHregressionVH2022THYacTHYa]YXa 0

(2022-2022)

17



37 yachineHlearnedHsynthesizabilityHpredictionsHaidedHbyHdensityHfunctionalHtheoryVH2022TH[TH 0

36 WhyHmercuryHisHaHsuperconductorVH2022THYXbTH 0

35 mpplicationHofHsaussianHprocessesHandHtransferHlearningHtoHpredictionHandHanalysisHofHpolymerH
propertiesVH2023THZYbTHYYYdae 1

34 mutomagfHmnHautomaticHworkflowHsoftwareHforHcalculatingHtheHgroundHmagneticHstateHofHaHgivenH
structureHandHestimatingHitsHcriticalHtemperatureVH2023THZd[THYXdacY 0

33 qmergingHTwoUpimensionalHyetalH’xidesfHrromHéynthesisHtoHpeviceHuntegrationVHZZXccc] 0

32 yagneticHhopfionsHinHsolidsVH2022THYXTHYYYYY[ 2

31 mtomicHstructureHgenerationHfromHreconstructingHstructuralHfingerprintsVH 0

30 piscoveryHofHchalcogenidesHstructuresHandHcompositionsHusingHmixedHfluxesVH 1

29 étructuralHandHelectronicHpropertiesHofHzaUnUtHcompoundsHatHhighHpressureVH2022THYXbTH 0

28 qlectronHoountingHandHtighU–ressureH–haseHTransformationsHinHyetalHtexaboridesVH 0

27 qlectronicHpropertiesHandHstorageHcapabilityHofHtwoUdimensionalHnitridosilicateHynéiZz]HfromH
firstUprinciplesVH2022THYZTHYYaYZc 0

26 πnderstandingHtheHoriginsHofHlowHlatticeHthermalHconductivityHinHaHnovelHtwoUdimensionalH
monolayerHzaouéHforHachievingHmediumUtemperatureHthermoelectricHapplicationsVH2023THbY]THYabYbc 0

25 ZpHyetallicHmbnormalHxiHZHolHorystalsHwithHπniqueHqlectronicHoharacteristicsHmppliedHinHoapacitorH
andHtumidityHéensorVHZZXZXee 0

24 slobalHminimaHoptimizationHviaHmirrorUrotationHtransformationVH2022TH]TH 0

23 –rogressHinHnanomaterialsHfabricationHandHtheirHprospectsHinHartificialHintelligenceHtowardsHsolidH
oxideHfuelHcellsfHmHreviewVH2022TH 0

22 tighUqntropyHyaterialsfHoontrollableHéynthesisTHpeepHoharacterizationTHqlectrochemicalHqnergyH
mpplicationTHandH’utlookVH 0

21 mtomicallyHthinHinterlayerHphaseHfromHfirstHprinciplesHenablesHdefectUfreeHincommensurateH
én’ZWodTeHinterfaceVH2022THeTHX]Y]YY 0

20 mHcationUdrivenHapproachHtowardHdeepUultravioletHnonlinearHopticalHmaterialsVH 0
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19 qlucidationHofHmolecularHcrystalsHwithHoneUTHtwoUHorHthreeUdimensionalHgeometricalHmodelsVH2023TH
ceTH 0

18 unverseHpesignHofHTetraceneH–olymorphsHwithHqnhancedHéingletHrissionH–erformanceHbyH
–ropertyUnasedHseneticHmlgorithmH’ptimizationVH 0

17 yaterialsHsynthesizabilityHandHstabilityHpredictionHusingHaHsemiUsupervisedHteacherUstudentHdualH
neuralHnetworkVH 0

16 unvestigatingHtheHstructuralHandHelectronicHpropertiesHofHanionicHcalciumUdopedHmagnesiumH
clustersVH2023THYZdZTHY[aYea 0

15 qTUmxfHqntropyUtargetedHactiveHlearningHforHbiasHmitigationHinHmaterialsHdataVH2023THYXTHXZY]X[ 0

14 oqsmzzfHorystalHqdgeHsraphHmttentionHzeuralHzetworkHforHmultiscaleHclassificationHofHmaterialsH
environmentVH2023THeTH 0

13 πnbiasedHécreeningHofHzovelHunfraredHzonlinearH’pticalHyaterialsHwithHtighHThermalHoonductivityfH
xongUneglectedHzitridesHandH–opularHohalcogenidesVH2023THbZTH 0

12 πnbiasedHécreeningHofHzovelHunfraredHzonlinearH’pticalHyaterialsHwithHtighHThermalHoonductivityfH
xongUneglectedHzitridesHandH–opularHohalcogenidesVH2023THY[aTH 0

11 noronHéubstructuresHinHunorganicHnoridesfHzetworkHTopologyHandHrreeHépaceVH2023THZ[THZa[YUZa[e 0

10 mnHinterlinkedHpredictionUexperimentHparadigmHdiscoveringHdeepUultravioletHfluorooxoboratesHwithH
desiredHopticalHnonlinearityHandHbirefringenceVH2023THbTHYYddUYZXZ 0

9 πnderstandingHqlectrochemicalHReactionHyechanismsHofHéulfurHinHmllUéolidUétateHnatteriesHthroughH
’perandoHandHTheoreticalHétudiesRRVH 0

8 πnderstandingHqlectrochemicalHReactionHyechanismsHofHéulfurHinHmllUéolidUétateHnatteriesHthroughH
’perandoHandHTheoreticalHétudiesRRVH 0

7 oomputationalHpesignHandHTheoreticalH–ropertiesHofHWo[zbTHanHtUrreeHyelaminateHandH–otentialH
yultifunctionalHyaterialVH2023THY]aTHbedbUbee[ 0

6 TargetingHhighHsymmetryHinHstructureHpredictionsHbyHbiasingHtheHpotentialHenergyHsurfaceVH2023THaTH 0

5 yachineUlearningHacceleratedHannealingHwithHfittingUsearchHstyleHforHmulticomponentHalloyH
structureHpredictionsVH2023THcTH 0

4 qxploitationHofHtheHoonceptHofHVicarianceHtoH–redictHtheHépaceHsroupHofHxithiatedHyanganeseHorH
oobaltH’xidesVH2023THY[THbXZ 0

3  uantitativeHmatchingHofHcrystalHstructuresHtoHexperimentalHpowderHdiffractogramsVH 0

2 reobzHmonolayerHwithHidealHpropertiesHforHwaterHsplittingVH2023THbZbTHYacZX[ 0
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1 mdaptiveHqxplorationHandH’ptimizationHofHyaterialsHorystalHétructuresVH 0
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