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l Paper IF Citations

287 tr–YPα·kKrKmethodKforKcrystalKstructureKpredictionYKComputerbPhysicsbCommunicationsWK2012WKahcWKb_fcXb_g_4.2 1464

286 trystalKstructureKpredictionKviaKparticleXswarmKoptimizationYKPhysicalbReviewbBWK2010WKhbWK 3.3 1446

285 zonicKhighXpressureKformKofKelementalKboronYKNatureWK2009WKdegWKhfcXg 50.4 680

284 εransparentKdenseKsodiumYKNatureWK2009WKdehWKahbXe 50.4 584

283 ζltrahardKnanotwinnedKcubicKboronKnitrideYKNatureWK2013WKdicWKcheXh 50.4 519

282 εheKmetallizationKandKsuperconductivityKofKdenseKhydrogenKsulfideYKJournalbofbChemicalbPhysicsWK
2014WKad_WKagdgab 3.9 481

281 αuperconductiveKsodaliteXlikeKclathrateKcalciumKhydrideKatKhighKpressuresYKProceedingsbofbtheb
NationalbAcademybofbSciencesbofbthebUnitedbStatesbofbAmericaWK2012WKa_iWKfdfcXf 11.5 449

280  anotwinnedKdiamondKwithKunprecedentedKhardnessKandKstabilityYKNatureWK2014WKea_WKbe_Xc 50.4 440

279 αuperhardKmonoclinicKpolymorphKofKcarbonYKPhysicalbReviewbLettersWK2009WKa_bWKagee_f 7.4 434

278 PredictedKnovelKhighXpressureKphasesKofKlithiumYKPhysicalbReviewbLettersWK2011WKa_fWK_aee_c 7.4 429

277 yydrogenKtlathrateKαtructuresKinK−areKvarthKyydridesKatKyighKPressureskKPossibleK−outeKtoK
−oomXεemperatureKαuperconductivityYKPhysicalbReviewbLettersWK2017WKaaiWKa_g__a 7.4 352

276 ParticleXswarmKstructureKpredictionKonKclustersYKJournalbofbChemicalbPhysicsWK2012WKacgWK_hda_d 3.9 340

275 −eportKonKtheKsixthKblindKtestKofKorganicKcrystalKstructureKpredictionKmethodsYKActab
CrystallographicabSectionbB:bStructuralbSciencepbCrystalbEngineeringbandbMaterialsWK2016WKgbWKdciXei 1.8 338

274 αubstitutionalKalloyKofKsiKandKεeKatKhighKpressureYKPhysicalbReviewbLettersWK2011WKa_fWKadee_a 7.4 318

273 −eactionsKofKxenonKwithKironKandKnickelKareKpredictedKinKtheKvarthRsKinnerKcoreYKNaturebChemistryWK
2014WKfWKfddXh 17.6 314

272 yighXpressureKhydrogenKsulfideKfromKfirstKprincipleskKaKstronglyKanharmonicKphononXmediatedK
superconductorYKPhysicalbReviewbLettersWK2015WKaadWKaeg__d 7.4 299

271 —aterialsKdiscoveryKatKhighKpressuresYKNaturebReviewsbMaterialsWK2017WKbWK 73.3 266
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270 rnKeffectiveKstructureKpredictionKmethodKforKlayeredKmaterialsKbasedKonKbuKparticleKswarmK
optimizationKalgorithmYKJournalbofbChemicalbPhysicsWK2012WKacgWKbbda_h 3.9 223

269 znsightsKintoKvnhancedKVisibleX–ightKPhotocatalyticKyydrogenKvvolutionKofKgXtc dKandKyighlyK
−educedKxrapheneK·xideKtompositekKεheK−oleKofK·xygenYKChemistrybofbMaterialsWK2015WKbgWKafabXafba 9.6 219

268 xlobalKstructuralKoptimizationKofKtungstenKboridesYKPhysicalbReviewbLettersWK2013WKaa_WKacfd_c 7.4 216

267 PredictingKtwoXdimensionalKboronXcarbonKcompoundsKbyKtheKglobalKoptimizationKmethodYKJournalb
ofbthebAmericanbChemicalbSocietyWK2011WKaccWKafbheXi_ 16.4 209

266 αuperconductingKhighKpressureKphaseKofKgermaneYKPhysicalbReviewbLettersWK2008WKa_aWKa_g__b 7.4 204

265 yighKpressureKpartiallyKionicKphaseKofKwaterKiceYKNaturebCommunicationsWK2011WKbWKefc 17.4 201

264  ovelKhighXpressureKstructuresKofK—gt·cWKtat·cKandKt·bKandKtheirKroleKinKvarthRsKlowerKmantleYK
EarthbandbPlanetarybSciencebLettersWK2008WKbgcWKchXdg 5.3 187

263 PressureXstabilizedKsuperconductiveKyttriumKhydridesYKScientificbReportsWK2015WKeWKiidh 4.9 184

262  ovelKhighKpressureKstructuresKofKpolymericKnitrogenYKPhysicalbReviewbLettersWK2009WKa_bWK_fee_a 7.4 181

261 ·xygenXdopedKboronKnitrideKnanosheetsKwithKexcellentKperformanceKinKhydrogenKstorageYKNanob
EnergyWK2014WKfWKbaiXbbd 17.1 170

260 ₄uantumKhydrogenXbondKsymmetrizationKinKtheKsuperconductingKhydrogenKsulfideKsystemYKNatureWK
2016WKecbWKhaXd 50.4 165

259 yighXpressureKcrystalKstructuresKandKsuperconductivityKofKαtannaneKSαnydTYKProceedingsbofbtheb
NationalbAcademybofbSciencesbofbthebUnitedbStatesbofbAmericaWK2010WKa_gWKacagXb_ 11.5 153

258 wirstXprinciplesKstructuralKdesignKofKsuperhardKmaterialsYKJournalbofbChemicalbPhysicsWK2013WKachWKaada_a 3.9 151

257 εwoKdimensionalKuiracKcarbonKallotropesKfromKgrapheneYKNanoscaleWK2014WKfWKaaacXh 7.7 147

256 αuperhardKstScTKinKcubicKdiamondKstructureYKPhysicalbReviewbLettersWK2015WKaadWK_aee_b 7.4 147

255 εetragonalKallotropeKofKgroupKadKelementsYKJournalbofbthebAmericanbChemicalbSocietyWK2012WKacdWKabcfbXe16.4 146

254 vvolutionaryKtrystalKαtructureKPredictionKasKaK—ethodKforKtheKuiscoveryKofK—ineralsKandK—aterialsYK
ReviewsbinbMineralogybandbGeochemistryWK2010WKgaWKbgaXbih 7.1 143

253 ·riginKofKhardnessKinKWsdKandKitsKimplicationsKforK−esdWKεasdWK—osdWKεcsdWKandK·ssdYKAppliedb
PhysicsbLettersWK2008WKicWKa_ai_e 3.4 140
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252 tagelikeKdiamondoidKnitrogenKatKhighKpressuresYKPhysicalbReviewbLettersWK2012WKa_iWKagee_b 7.4 139

251  ovelKstructuresKandKsuperconductivityKofKsilaneKunderKpressureYKPhysicalbReviewbLettersWK2009WKa_bWK_hg__e7.4 137

250 αelfXassembledKultrathinKnanotubesKonKdiamondKSa__TKsurfaceYKNaturebCommunicationsWK2014WKeWKcfff 17.4 133

249 schkKanKallXboronKfullereneKanalogueYKNanoscaleWK2014WKfWKaafibXf 7.7 127

248 αtructuralK—odificationsKandK—echanicalKPropertiesKofK—olybdenumKsoridesKfromKwirstKPrinciplesYK
JournalbofbPhysicalbChemistrybCWK2010WKaadWKfgbbXfgbe 3.8 125

247 αuperconductivityKatKapproximatelyKa__K}KinKdenseKαiydSybTbKpredictedKbyKfirstKprinciplesYK
ProceedingsbofbthebNationalbAcademybofbSciencesbofbthebUnitedbStatesbofbAmericaWK2010WKa_gWKaeg_hXaa 11.5 121

246 trystalKαtructuresKandKvxoticKsehaviorKofK—agnesiumKunderKPressureYKJournalbofbPhysicalbChemistryb
CWK2010WKaadWKbagdeXbagdi 3.8 121

245 PerspectivekKcrystalKstructureKpredictionKatKhighKpressuresYKJournalbofbChemicalbPhysicsWK2014WKad_WK_d_i_a3.9 116

244 vxtraordinaryKzndentationKαtrainKαtiffeningKProducesKαuperhardKεungstenK itridesYKPhysicalbReviewb
LettersWK2017WKaaiWKaaee_c 7.4 108

243 yighXpressureKstructuresKofKlithiumWKpotassiumWKandKrubidiumKpredictedKbyKanKabKinitioKevolutionaryK
algorithmYKPhysicalbReviewbBWK2008WKghWK 3.3 108

242 εelluriumKyydridesKatKyighKPressureskKyighXεemperatureKαuperconductorsYKPhysicalbReviewbLettersWK
2016WKaafWK_eg__b 7.4 104

241 αpiralKchainK·â��KformKofKdenseKoxygenYKProceedingsbofbthebNationalbAcademybofbSciencesbofbthebUnitedb
StatesbofbAmericaWK2012WKa_iWKgeaXc 11.5 104

240 PhaseKstabilityKandKmechanicalKpropertiesKofKtungstenKboridesKfromKfirstKprinciplesKcalculationsYK
PhysicalbChemistrybChemicalbPhysicsWK2010WKabWKacaehXfe 3.6 104

239 tr–YPα·KstructureKpredictionKmethodKandKitsKwideKapplicationYKComputationalbMaterialsbScienceWK
2016WKaabWKd_fXdae 3.2 102

238 αtructuralKevolutionKofKcarbonKdioxideKunderKhighKpressureYKJournalbofbthebAmericanbChemicalb
SocietyWK2013WKaceWKadafgXga 16.4 101

237 vnhancedKthermoelectricKperformanceKofKPbεeKwithinKtheKorthorhombicKPnmaKphaseYKPhysicalb
ReviewbBWK2007WKgfWK 3.3 99

236 trystallineK–i eKPredictedKfromKwirstXPrinciplesKasKaKPossibleKyighXvnergyK—aterialYKJournalbofb
PhysicalbChemistrybLettersWK2015WKfWKbcfcXf 6.4 98

235 uissociationKproductsKandKstructuresKofKsolidKybαKatKstrongKcompressionYKPhysicalbReviewbBWK2016WK
icWK 3.3 96
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234 αtructureKofKtheKmetallicK˛¶XphaseKofKoxygenKandKisosymmetricKnatureKofKtheK˛µâ��˛¶KphaseKtransitionkKrbK
initioKsimulationsYKPhysicalbReviewbBWK2007WKgfWK 3.3 96

233 vlasticityKofKtheKsuperconductingKmetalsKVWK bWKεaWK—oWKandKWKatKhighKpressureYKPhysicalbReviewbBWK
2008WKggWK 3.3 95

232 PredictedKlithiumXboronKcompoundsKunderKhighKpressureYKJournalbofbthebAmericanbChemicalbSocietyWK
2012WKacdWKaheiiXf_e 16.4 93

231 rKnovelKlowKcompressibleKandKsuperhardKcarbonKnitridekKbodyXcenteredKtetragonalKt bYKPhysicalb
ChemistrybChemicalbPhysicsWK2012WKadWKac_haXg 3.6 91

230 αuperconductingKhighXpressureKphasesKofKdisilaneYKProceedingsbofbthebNationalbAcademybofbSciencesb
ofbthebUnitedbStatesbofbAmericaWK2010WKa_gWKiifiXgc 11.5 91

229 wirstXprinciplesKstudyKofKelectronXphononKcouplingKinKholeXKandKelectronXdopedKdiamondsKinKtheK
virtualKcrystalKapproximationYKPhysicalbReviewbBWK2005WKgbWK 3.3 89

228 uissociationKofKmethaneKunderKhighKpressureYKJournalbofbChemicalbPhysicsWK2010WKaccWKadde_h 3.9 86

227 rnomalousKαtressK−esponseKofKζltrahardKWs_{n}KtompoundsYKPhysicalbReviewbLettersWK2015WKaaeWKahee_b7.4 85

226 αuperconductivityKinKhighXpressureKαiyKdYKEurophysicsbLettersWK2007WKghWKcg__c 1.6 82

225 vxoticKbehaviorKandKcrystalKstructuresKofKcalciumKunderKpressureYKProceedingsbofbthebNationalb
AcademybofbSciencesbofbthebUnitedbStatesbofbAmericaWK2010WKa_gWKgfdfXea 11.5 74

224 ·rderingKofKhydrogenKbondsKinKhighXpressureKlowXtemperatureKyb·YKPhysicalbReviewbLettersWK2005WK
idWK_bee_b 7.4 72

223 xoldKasKaKfpXvlementKinKuenseK–ithiumKruridesYKJournalbofbthebAmericanbChemicalbSocietyWK2016WKachWKd_dfXeb16.4 70

222 wirstXprinciplesKstudiesKofKstructuralKandKelectronicKpropertiesKofKhexagonalKsteYKPhysicalbReviewbBWK
2006WKgcWK 3.3 70

221 ₄uasiX—olecularKandKrtomicKPhasesKofKuenseKαolidKyydrogenYKJournalbofbPhysicalbChemistrybCWK2012WK
aafWKibbaXibbf 3.8 67

220 uensityKfunctionalKstudyKofKelasticKandKvibrationalKpropertiesKofKtheKyeuslerXtypeKalloysKwebVrlKandK
webVxaYKPhysicalbReviewbBWK2009WKh_WK 3.3 64

219 −oomXtemperatureKstructuresKofKsolidKhydrogenKatKhighKpressuresYKJournalbofbChemicalbPhysicsWK
2012WKacgWK_gde_a 3.9 64

218 εwoXdimensionalKboronXnitrogenXcarbonKmonolayersKwithKtunableKdirectKbandKgapsYKNanoscaleWK
2015WKgWKab_bcXi 7.7 63

217 —aterialsKdiscoveryKviaKtr–YPα·KmethodologyYKJournalbofbPhysicsbCondensedbMatterWK2015WKbgWKb_cb_c 1.8 63

(2015-2007)
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216 rbKinitioKstudyKrevealingKaKlayeredKstructureKinKhydrogenXrichK}yfKunderKhighKpressureYKPhysicalb
ReviewbBWK2012WKhfWK 3.3 63

215 αuperconductivityKinKPristineKby_{a}X—oα_{b}KatKζltrahighKPressureYKPhysicalbReviewbLettersWK2018WK
ab_WK_cg__b 7.4 62

214 αuperhardKandKsuperconductingKstructuresKofKsteYKJournalbofbAppliedbPhysicsWK2010WKa_hWK_bce_g 2.5 60

213 αtabilizationKofKfullereneXlikeKboronKcagesKbyKtransitionKmetalKencapsulationYKNanoscaleWK2015WKgWKa_dhbXi7.7 59

212 vxploringKyardnessKandKtheKuistortedKspbKyybridizationKofKsâ��sKsondsKinKWscYKChemistrybofb
MaterialsWK2014WKbfWKebigXec_b 9.6 59

211 —etallicKandKsuperconductingKgallaneKunderKhighKpressureYKPhysicalbReviewbBWK2011WKhdWK 3.3 58

210 znsightKintoKtheKroleKofK–ibαbKinK–iâ��αKbatterieskKaKfirstXprinciplesKstudyYKJournalbofbMaterialsbChemistryb
AWK2015WKcWKhhfeXhhfi 13 57

209 yighXPressureKPhaseKαtabilityKandKαuperconductivityKofKPnictogenKyydridesKandKthemicalKεrendsK
forKtompressedKyydridesYKChemistrybofbMaterialsWK2016WKbhWKagdfXagee 9.6 57

208 ProtonKorKdeuteronKtransferKinKphaseKzVKofKsolidKhydrogenKandKdeuteriumYKPhysicalbReviewbLettersWK
2013WKaa_WK_bei_c 7.4 57

207 —etallicKicosahedronKphaseKofKsodiumKatKterapascalKpressuresYKPhysicalbReviewbLettersWK2015WKaadWKabee_a7.4 56

206 PhaseKuiagramKandKyighXεemperatureKαuperconductivityKofKtompressedKαeleniumKyydridesYK
ScientificbReportsWK2015WKeWKaedcc 4.9 56

205 vxoticKhighKpressureKbehaviorKofKlightKalkaliKmetalsWKlithiumKandKsodiumYKEuropeanbPhysicalbJournalbB
WK2011WKhaWKaXad 1.2 56

204 rKProtocolKtoKwabricateK anostructuredK ewKPhasekKscaXεypeK—nαKαynthesizedKunderKyighK
PressureYKJournalbofbthebAmericanbChemicalbSocietyWK2015WKacgWKa_bigXc_c 16.4 55

203 ζltraXincompressibleKphasesKofKtungstenKdinitrideKpredictedKfromKfirstKprinciplesYKPhysicalbReviewbBWK
2009WKgiWK 3.3 55

202 rbKinitioKpredictionKofKsuperconductivityKinKmolecularKmetallicKhydrogenKunderKhighKpressureYKSolidb
StatebCommunicationsWK2007WKadaWKfa_Xfad 1.6 55

201  ovelKhighKpressureKstructuresKandKsuperconductivityKofKta–ibYKPhysicalbReviewbLettersWK2010WKa_dWKagg__e7.4 54

200 αuperhardKandKsuperconductiveKpolymorphsKofKdiamondXlikeKstcYKPhysicsbLetterspbSectionbA:b
GeneralpbAtomicbandbSolidbStatebPhysicsWK2011WKcgeWKggaXggd 2.3 53

199 εheoreticalKstudyKofKtheKgroundXstateKstructuresKandKpropertiesKofKniobiumKhydridesKunderK
pressureYKPhysicalbReviewbBWK2013WKhhWK 3.3 52
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198 −hombohedralKsuperhardKstructureKofKstb YKJournalbofbAppliedbPhysicsWK2009WKa_eWK_ecead 2.5 52

197 tomputerXrssistedKznverseKuesignKofKznorganicKvlectridesYKPhysicalbReviewbXWK2017WKgWK 9.1 51

196 vlectronXphononKcouplingKofK˛–â��xaKboronYKPhysicalbReviewbBWK2004WKg_WK 3.3 51

195 ζltrastrongKsoronKwrameworksKinKZrsKkKrKyighwayKforKvlectronKtonductingYKAdvancedbMaterialsWK
2017WKbiWKaf_d__c 24 50

194 αuperhardKsemiconductingKtc bKcompoundsKpredictedKviaKfirstXprinciplesKcalculationsYKPhysicalb
ReviewbBWK2008WKghWK 3.3 50

193 vlectronicKstructureWKphaseKstabilityWKandKhardnessKofKtheKosmiumKboridesWKcarbidesWKnitridesWKandK
oxideskKwirstXprinciplesKcalculationsYKJournalbofbPhysicsbandbChemistrybofbSolidsWK2008WKfiWKb_ifXba_b 3.9 50

192 rKαtableWK—agneticWKandK—etallicK–ic·dKtompoundKasKaKuischargeKProductKinKaK–iXrirKsatteryYKJournalb
ofbPhysicalbChemistrybLettersWK2014WKeWKbeafXba 6.4 48

191 εwofoldKcoordinatedKgroundXstateKandKeightfoldKhighXpressureKphasesKofKheavyKtransitionKmetalK
nitridesK— SbTKS—KnK·sWKzrWK−uWKandK−hTYKInorganicbChemistryWK2009WKdhWKii_dXi 5.1 46

190 vlectronicKandKdynamicalKpropertiesKofK irlKstudiedKfromKfirstKprinciplesYKIntermetallicsWK2011WKaiWKaieiXaifg3.5 45

189 vnhancedKVickersKhardnessKbyKquasiXcuKboronKnetworkKinK—osbYKRSCbAdvancesWK2013WKcWKahcag 3.7 42

188 PressureXznducedKwormationKofK obleK—etalKyydridesYKJournalbofbPhysicalbChemistrybCWK2012WKaafWKaiieXb___3.8 42

187 αuperconductivityKinKlithiumKunderKhighKpressureKinvestigatedKwithKdensityKfunctionalKandK
vliashbergKtheoryYKPhysicalbReviewbBWK2009WKgiWK 3.3 42

186 PhononKinstabilitiesKinKrocksaltKrgtlKandKrgsrKunderKpressureKstudiedKwithinKdensityKfunctionalK
theoryYKPhysicalbReviewbBWK2006WKgdWK 3.3 42

185 yydrogenXrichKsuperconductorsKatKhighKpressuresYKWileybInterdisciplinarybReviews:bComputationalb
MolecularbScienceWK2018WKhWKeacc_ 7.9 41

184 rcceleratingKtr–YPα·KstructureKpredictionKbyKdataXdrivenKlearningKofKaKpotentialKenergyKsurfaceYK
FaradaybDiscussionsWK2018WKbaaWKcaXdc 3.6 40

183 ueterminationKofKstructuresWKstabilitiesWKandKelectronicKpropertiesKforKbimetallicKcesiumXdopedKgoldK
clusterskKaKdensityKfunctionalKtheoryKstudyYKJournalbofbPhysicalbChemistrybAWK2011WKaaeWKibgcXha 2.8 40

182 yighXpressureKstructuralKtransitionsKofKαcb·cKbyKXXrayKdiffractionWK−amanKspectraWKandKabKinitioK
calculationsYKInorganicbChemistryWK2009WKdhWKhbeaXf 5.1 40

181 PredictingKnewKsuperhardKphasesYKJournalbofbSuperhardbMaterialsWK2010WKcbWKaibXb_d 0.9 40
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180 —etallizationKandKsuperconductivityKofKseybKunderKhighKpressureYKJournalbofbChemicalbPhysicsWK2014
WKad_WKabdg_g 3.9 39

179 αtableKxenonKnitrideKatKhighKpressuresYKPhysicalbReviewbBWK2015WKibWK 3.3 39

178 PolymorphismKandKwormationK—echanismKofK anobipodsKinK—anganeseKαulfideK anocrystalsK
znducedKbyKεemperatureKorKPressureYKJournalbofbPhysicalbChemistrybCWK2012WKaafWKcbibXcbig 3.8 39

177 rbsenceKofKsuperconductivityKinKtheKhighXpressureKpolymorphKofK—gsbYKPhysicalbReviewbBWK2009WKgiWK 3.3 39

176 wirstXprinciplesKstudyKofKtheKlatticeKdynamicsWKthermodynamicKpropertiesKandKelectronXphononK
couplingKofKYsfYKPhysicalbReviewbBWK2007WKgfWK 3.3 39

175 αtabilizationKofKiZa_XwoldKαtructureKinKsismuthKαelenideKatKyighKPressuresYKJournalbofbPhysicalb
ChemistrybCWK2013WKaagWKa__deXa__e_ 3.8 38

174 tarbonXinXrldtcKnanowireKsuperstructuresKforKfieldKemittersYKACSbNanoWK2011WKeWKicbXda 16.7 38

173 εwoXuimensionalKtd KxlobalK—inimakKζniqueKαtructuralKεopologiesKandK anoelectronicKPropertiesYK
JournalbofbPhysicalbChemistrybCWK2017WKabaWKbffiXbfgd 3.8 37

172 PhononKandKelasticKinstabilitiesKinKrocksaltKalkaliKhydridesKunderKpressurekKwirstXprinciplesKstudyYK
PhysicalbReviewbBWK2007WKgeWK 3.3 37

171 PredictionKofKsiliconXbasedKlayeredKstructuresKforKoptoelectronicKapplicationsYKJournalbofbtheb
AmericanbChemicalbSocietyWK2014WKacfWKaeiibXg 16.4 36

170 yighXpressureKandKhighXtemperatureKphaseKtransitionsKinKweεi·cKandKaKnewKdenseKweεic·gK
structureYKAmericanbMineralogistWK2012WKigWKefhXegb 2.9 36

169 —etastableKaεRXphaseKgroupKVzsKtransitionKmetalKdichalcogenideKcrystalsYKNaturebMaterialsWK2021WK
b_WKaaacXaab_ 27 36

168 ζnravelingKtonvolutedKαtructuralKεransitionsKinKαnεeKatKyighKPressureYKJournalbofbPhysicalbChemistryb
CWK2013WKaagWKecebXeceg 3.8 35

167 —ercuryKunderKPressureKactsKasKaKεransitionK—etalkKtalculatedKfromKwirstKPrinciplesYKAngewandteb
ChemiebrbInternationalbEditionWK2015WKedWKibh_Xc 16.4 34

166 yighKεhermoelectricKPerformanceKofKxeZαiKtoreâ��αhellK anowireskKwirstXPrinciplesKPredictionYK
JournalbofbPhysicalbChemistrybCWK2010WKaadWKi_ifXia__ 3.8 34

165 sKbKt·kKrKpotentialKsuperhardKmaterialKinKtheKsXtX·KsystemYKEurophysicsbLettersWK2011WKieWKff__f 1.6 34

164 αuperhardKpolymorphsKofKdiamondXlikeKstgYKSolidbStatebCommunicationsWK2011WKaeaWKgafXgai 1.6 34

163 αcandiumXdopedKrl KauKhexagonalKnanoprismskKaKclassKofKroomXtemperatureKferromagneticK
materialsYKAngewandtebChemiebrbInternationalbEditionWK2010WKdiWKagcXf 16.4 34
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162 αuperconductivityKinKtompressionXαhearKueformedKuiamondYKPhysicalbReviewbLettersWK2020WKabdWKadg__a7.4 33

161 ζnexpectedKεrendKinKαtabilityKofKXeXwKtompoundsKunderKPressureKurivenKbyKXeXXeKtovalentKsondsYK
JournalbofbPhysicalbChemistrybLettersWK2016WKgWKdefbXdefg 6.4 33

160 ueterminationsKofKtheKhighXpressureKcrystalKstructuresKofKαbbεecYKJournalbofbPhysicsbCondensedb
MatterWK2012WKbdWKdged_c 1.8 33

159 εetragonalKhighXpressureKphaseKofKZn·KpredictedKfromKfirstKprinciplesYKPhysicalbReviewbBWK2009WKgiWK 3.3 33

158 tatlbXtypeKhighXpressureKphaseKofKmagnesiumKhydrideKpredictedKbyKabKinitioKphononKcalculationsYK
PhysicalbReviewbBWK2007WKgeWK 3.3 33

157 αynthesisKandKhighXpressureKtransformationKofKmetastableKwurtziteXstructuredKtuxaαbK
nanocrystalsYKNanoscaleWK2012WKdWKgddcXg 7.7 32

156 rbKinitioKstudiesKofKsolidKbromineKunderKhighKpressureYKPhysicalbReviewbBWK2007WKgfWK 3.3 32

155 ζnexpectedKroomXtemperatureKferromagnetismKinKnanostructuredKsibεecYKAngewandtebChemiebrb
InternationalbEditionWK2014WKecWKgbiXcc 16.4 31

154 vlectronXphononKcouplingKinKhighXpressureK bYKPhysicalbReviewbBWK2004WKfiWK 3.3 31

153 wirstXprinciplesKstudyKofKtheKmechanismsKforKtheKpressureXinducedKphaseKtransitionsKinKzincXblendeK
tusrKandKtuzYKPhysicalbReviewbBWK2004WKfiWK 3.3 30

152 αtructuralKmorphologiesKofKhighXpressureKpolymorphsKofKstrontiumKhydridesYKPhysicalbChemistryb
ChemicalbPhysicsWK2015WKagWKaicgiXhe 3.6 29

151 rε–rαkKrKrealXspaceKfiniteXdifferenceKimplementationKofKorbitalXfreeKdensityKfunctionalKtheoryYK
ComputerbPhysicsbCommunicationsWK2016WKb__WKhgXie 4.2 29

150 –atticeKdynamicsKandKelasticKpropertiesKofKtheKdfKelectronKsystemkKte YKPhysicalbReviewbBWK2011WKhdWK 3.3 29

149 wirstXprinciplesKpredictionKonKtheKhighXpressureKstructuresKofKtransitionKmetalKdiboridesKSε—sbWKε—K
nKαcWKεiWKYWKZrTYKInorganicbChemistryWK2010WKdiWKfheiXfd 5.1 29

148 ygεekKaKpotentialKthermoelectricKmaterialKinKtheKcinnabarKphaseYKJournalbofbChemicalbPhysicsWK2008WK
abhWKaidgac 3.9 29

147 rKtwoXdimensionalKεisKmonolayerKexhibitsKplanarKoctacoordinateKεiYKNanoscaleWK2017WKiWKagihcXagii_ 7.7 28

146 αtructureKPredictionKofKrtomsKrdsorbedKonKεwoXuimensionalK–ayerK—aterialskK—ethodKandK
rpplicationsYKJournalbofbPhysicalbChemistrybCWK2015WKaaiWKb_aaaXb_aah 3.8 28

145  anocrystallineKtungstenKhydridesKatKhighKpressuresYKPhysicalbReviewbBWK2013WKhgWK 3.3 28

(2013-2020)
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144  bXyKsystemKatKhighKpressuresKandKtemperaturesYKPhysicalbReviewbBWK2017WKieWK 3.3 27

143 αmoothKwlowKinKuiamondkKrtomisticKuuctilityKandKvlectronicKtonductivityYKPhysicalbReviewbLettersWK
2019WKabcWKaiee_d 7.4 27

142  itrogenKsackboneK·ligomersYKScientificbReportsWK2015WKeWKacbci 4.9 27

141 εuningKopticalKpropertiesKofKtransparentKconductingKbariumKstannateKbyKdimensionalKreductionYK
APLbMaterialsWK2015WKcWK_aaa_b 5.7 27

140 αtabilizationKofKammoniaXrichKhydrateKinsideKicyKplanetsYKProceedingsbofbthebNationalbAcademybofb
SciencesbofbthebUnitedbStatesbofbAmericaWK2017WKaadWKi__cXi__h 11.5 26

139 αtableK–ithiumKrrgonKcompoundsKunderKhighKpressureYKScientificbReportsWK2015WKeWKaffge 4.9 26

138 yighXpressureKphaseKtransitionsKofKsolidKywWKytlWKandKysrkKrnKabKinitioKevolutionaryKstudyYKPhysicalb
ReviewbBWK2010WKhbWK 3.3 26

137 vlectronicKandKphononKinstabilitiesKinKfaceXcenteredXcubicKalkaliKmetalsKunderKpressureKstudiedK
usingKabKinitioKcalculationsYKPhysicalbReviewbBWK2007WKgeWK 3.3 26

136 αuperconductivityKinKsimpleKelementalKsolidsâ��aKcomputationalKstudyKofKboronXdopedKdiamondKandK
highKpressureKphasesKofK–iKandKαiYKJournalbofbPhysicsbCondensedbMatterWK2005WKagWKαiaaXαib_ 1.8 26

135 PressureXinducedKphononKinstabilitiesKinKcopperKchlorideYKPhysicalbReviewbBWK2003WKfgWK 3.3 26

134 αtabilizationKofKyKinKtheKhighKpressureKcrystallineKstructureKofKyKtlKSKnKbXgTYKChemicalbScienceWK2015WKfWKebbXebf9.4 25

133 PressureXznducedK−eversibleKPhaseKεransformationKinK anostructuredKsibεecKwithK−educedK
εransitionKPressureYKJournalbofbPhysicalbChemistrybCWK2015WKaaiWKchdcXchdh 3.8 25

132 rtomisticKuesignKofKyighKεhermoelectricityKonKαiZxeKαuperlatticeK anowiresYKJournalbofbPhysicalb
ChemistrybCWK2011WKaaeWKb_fifXb_g_b 3.8 25

131 PressureXinducedKenhancementKofKelectronXphononKcouplingKinKsuperconductingKtatfKfromKfirstK
principlesYKPhysicalbReviewbBWK2006WKgdWK 3.3 25

130 PressureXznducedKαuperconductivityKinKαnεekKrKwirstXPrinciplesKαtudyYKJournalbofbPhysicalbChemistrybC
WK2013WKaagWKabbffXabbga 3.8 24

129 ·riginKofKtheKyighKεhermoelectricKPerformanceKinKαiK anowireskKrKwirstXPrincipleKαtudyYKJournalbofb
PhysicalbChemistrybCWK2009WKaacWKad__aXad__e 3.8 23

128 PredictionKofKaKnewKlayeredKphaseKofKnitrogenKfromKfirstXprinciplesKsimulationsYKJournalbofbPhysicsb
CondensedbMatterWK2007WKaiWKdbebbf 1.8 23

127 PressureXinducedKphaseKtransformationsKinKtheKsahαidfKclathrateYKPhysicalbReviewbBWK2006WKgdWK 3.3 23
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126 uesignKofKternaryKalkalineXearthKmetalKαnSzzTKoxidesKwithKpotentialKgoodKpXtypeKconductivityYKJournalb
ofbMaterialsbChemistrybCWK2016WKdWKdeibXdeii 7.1 23

125 rnataseKSa_aTXlikeKαtructuralK—odelK−evealedKforK—etastableK−utileKεi·S_aaTKαurfaceYKACSbAppliedb
Materialsbhamp;bInterfacesWK2017WKiWKghiaXghif 9.5 22

124 vxploringKyighXPressureK–ithiumKserylliumKyydrideskKrK ewKthemicalKPerspectiveYKJournalbofb
PhysicalbChemistrybCWK2013WKaagWKachgiXachhf 3.8 22

123 αuperconductingKhighXpressureKphaseKofKcesiumKiodideYKPhysicalbReviewbBWK2009WKgiWK 3.3 22

122 XXrayKdiffractionKdataXassistedKstructureKsearchesYKComputerbPhysicsbCommunicationsWK2017WKbacWKd_Xde 4.2 21

121 ·riginKofKbccKtoKfccKphaseKtransitionKunderKpressureKinKalkaliKmetalsYKNewbJournalbofbPhysicsWK2008WK
a_WK_fc_bb 2.9 21

120 αtructuralKmetatransitionKofKenergeticallyKtangledKcrystallineKphasesYKPhysicalbChemistrybChemicalb
PhysicsWK2017WKaiWKdef_Xdeff 3.6 20

119 εheKeffectKofKoxygenKvacancyKonKtheKhalfXmetallicKnatureKofKdoubleKperovskiteKαrbwe—o·fkKrK
theoreticalKstudyYKSolidbStatebCommunicationsWK2014WKaggWKegXf_ 1.6 20

118 ·rientationallyKdisorderedKybKinKtheKhighXpressureKvanKderKWaalsKcompoundKαiydSybTbYKPhysicalb
ReviewbBWK2010WKhbWK 3.3 20

117 vffectKofKnonhydrostaticKpressureKonKsuperconductivityKofKmonatomicKiodinekKrnKabKinitioKstudyYK
PhysicalbReviewbBWK2009WKgiWK 3.3 20

116 PressureKstabilizationKofKlongXmissingKbareKtfKhexagonalKringsKinKbinaryKsesquicarbidesYKChemicalb
ScienceWK2014WKeWKcicfXcid_ 9.4 19

115 ζltraXincompressibleKsuperconductingKphaseKofK·stKpredictedKbyKphononKcalculationsYKPhysicsb
LetterspbSectionbA:bGeneralpbAtomicbandbSolidbStatebPhysicsWK2010WKcgdWKahh_Xahhd 2.3 18

114  ovelKphasesKinKammoniaXwaterKmixturesKunderKpressureYKJournalbofbChemicalbPhysicsWK2018WKadiWKbcde_a3.9 18

113 tonstructionKofKcrystalKstructureKprototypeKdatabasekKmethodsKandKapplicationsYKJournalbofbPhysicsb
CondensedbMatterWK2017WKbiWKafei_a 1.8 17

112 αuperhardXdrivenKsearchKofKtheKcovalentKnetworkKinKtheKsc ·KsystemYKRSCbAdvancesWK2015WKeWKcehhbXcehhg3.7 17

111 ·neXuimensionalKrld·dtKteramicskKrK ewKεypeKofKslueK–ightKvmitterYKScientificbReportsWK2013WKcWK 4.9 17

110 yighXpressureKphaseKtransitionsKinK irsXtypeKcompoundsKfromKfirstXprinciplesKcalculationsYKPhysicalb
ReviewbBWK2010WKhaWK 3.3 17

109 uesignKofKαuperhardKεernaryKtompoundsKunderKyighKPressurekKαitb dKandKαibt dYKJournalbofb
PhysicalbChemistrybCWK2010WKaadWKhf_iXhfac 3.8 17
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108 trystalKstructureKandKphysicalKpropertiesKofK·s kKwirstXprincipleKcalculationsYKSolidbStateb
CommunicationsWK2010WKae_WKgeiXgfb 1.6 17

107 εheoryXorientatedKdiscoveryKofKhighXtemperatureKsuperconductorsKinKsuperhydridesKstabilizedK
underKhighKpressureYKMatterbandbRadiationbatbExtremesWK2020WKeWK_fha_a 4.7 17

106 tarbonKcoatedKfaceXcenteredKcubicK−uXtKnanoalloysYKNanoscaleWK2014WKfWKa_cg_Xf 7.7 16

105 αtructuralKandKmechanicalKpropertiesKofKplatinumKcarbideYKInorganicbChemistryWK2014WKecWKegigXh_b 5.1 16

104 αnSzzTXtontainingKPhosphatesKasK·ptoelectronicK—aterialsYKChemistrybofbMaterialsWK2017WKbiWKbdeiXbdfe 9.6 16

103 —odulatedKstructureKandKmolecularKdissociationKofKsolidKchlorineKatKhighKpressuresYKJournalbofb
ChemicalbPhysicsWK2012WKacgWK_fde_b 3.9 16

102 ·rderXdisorderKphaseKtransitionKandKdissociationKofKhydrogenKsulfideKunderKhighKpressurekKabKinitioK
molecularKdynamicsKstudyYKJournalbofbChemicalbPhysicsWK2010WKacbWKafde_f 3.9 16

101 PredictionKstudyKofKtheKaxialKcompressibilityWKanisotropyKandKdynamicKpropertiesKforKsingleKcrystalK
εibxetYKJournalbofbAlloysbandbCompoundsWK2010WKe_fWKbbXbf 5.7 16

100 αtructuralKphaseKtransformationsKofK—gScT SbTKatKhighKpressurekKexperimentalKandKtheoreticalK
studiesYKInorganicbChemistryWK2009WKdhWKigcgXda 5.1 16

99 yighKpressureKstructuresKofKMaaaMKtypeKironXbasedKsuperconductorsKpredictedKfromKfirstXprinciplesYK
PhysicalbChemistrybChemicalbPhysicsWK2012WKadWKae_biXce 3.6 15

98 trystalKstructuresWKstabilityWKelectronicKandKelasticKpropertiesKofKddKandKedKtransitionKmetalK
monoborideskKwirstXprinciplesKcalculationsYKJournalbofbAlloysbandbCompoundsWK2012WKechWKaaeXabd 5.7 15

97 PressureXurivenKvnhancementKofKεopologicalKznsulatingKαtateKinKεinKεellurideYKJournalbofbPhysicalb
ChemistrybCWK2013WKaagWKhdcgXhddb 3.8 15

96 −amanKevidenceKofKaKnewKhighXpressureKphaseKinKcalciumKhydrideYKJournalbofbPhysicsbCondensedb
MatterWK2007WKaiWKbbfb_e 1.8 15

95 wirstXprincipleKoptimalKlocalKpseudopotentialsKconstructionKviaKoptimizedKeffectiveKpotentialK
methodYKJournalbofbChemicalbPhysicsWK2016WKaddWKacda_h 3.9 15

94 vffectsKofKmanganeseKdopingKonKtheKstructureKevolutionKofKsmallXsizedKboronKclustersYKJournalbofb
PhysicsbCondensedbMatterWK2017WKbiWKbfed_a 1.8 14

93 znvestigationsKonKstructuralKdeterminationKofKsemiXtransitionXmetalKboridesYKPhysicalbChemistryb
ChemicalbPhysicsWK2017WKaiWKcaeibXcaeih 3.6 14

92 yydrogenKsegregationKandKitsKrolesKinKstructuralKstabilityKandKmetallizationkKsilaneKunderKpressureYK
ScientificbReportsWK2015WKeWKac_ci 4.9 14

91 PressureKinducedKphaseKtransitionsKinKεiybYKJournalbofbAppliedbPhysicsWK2013WKaacWKa_ceab 2.5 14
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90 αuperhardKphasesKofKsb·kKrnKisoelectronicKcompoundKofKdiamondYKDiamondbandbRelatedbMaterialsWK
2011WKb_WKe_aXe_d 3.5 14

89 εheKeffectsKofKpressureKonKtheKelectronicWKtransportKandKdynamicalKpropertiesKofKruXbSXKnKrlWKxaK
andKznTYKJournalbofbPhysicsbCondensedbMatterWK2007WKaiWKdbebbd 1.8 14

88 αtructuralKevolutionKofKweydKunderKhighKpressureYKRSCbAdvancesWK2017WKgWKabeg_Xabege 3.7 13

87 yybridKfunctionalKstudyKrationalizesKtheKsimpleKcubicKphaseKofKcalciumKatKhighKpressuresYKJournalbofb
ChemicalbPhysicsWK2012WKacgWKahde_b 3.9 13

86 εheKpressureXinducedKphaseKtransitionKinKαn·kKaKfirstXprinciplesKstudyYKJournalbofbPhysicsbCondensedb
MatterWK2007WKaiWKdbebc_ 1.8 13

85 themicalKbondingWKelectronXphononKcouplingWKandKstructuralKtransformationsKinKhighXpressureK
phasesKofKαiYKJournalbofbPhysicalbChemistrybBWK2006WKaa_WKcgbaXf 3.4 13

84 trystalKαtructuresKandKvlectronicKPropertiesKofKtesiumKXenidesKatKyighKPressuresYKJournalbofb
PhysicalbChemistrybCWK2015WKaaiWKbdiifXbe__b 3.8 12

83 yighXpressureKstructuresKandKmetallizationKofKsodiumKchlorideYKEurophysicsbLettersWK2012WKa__WKbf__e 1.6 12

82 αuperconductivityKofK—gsbKunderKultrahighKpressurekKrKfirstXprinciplesKstudyYKPhysicalbReviewbBWK
2009WKh_WK 3.3 12

81 PhaseXtransitionKmechanismKofKhXs KXoKwXs KfromKfirstKprinciplesYKSolidbStatebCommunicationsWK2009WK
adiWKhdcXhdf 1.6 12

80 wirstXprinciplesKstudiesKofKphononKinstabilitiesKinKrgzKunderKhighKpressureYKJournalbofbPhysicsb
CondensedbMatterWK2008WKb_WKaiebah 1.8 12

79 rbKinitiolatticeKdynamicsKevidenceKforKtheKbrokenXsymmetryKphaseKofKsolidKhydrogenYKJournalbofb
PhysicsbCondensedbMatterWK2006WKahWKiiagXiibg 1.8 12

78 PhaseKtransitionKinKaKclassicalKtwoXdimensionalKelectronKsystemYKPhysicalbReviewbBWK2003WKfhWK 3.3 12

77 αiliconKwrameworkXsasedK–ithiumKαilicidesKatKyighKPressuresYKACSbAppliedbMaterialsbhamp;bInterfaces
WK2016WKhWKafgfaXg 9.5 11

76 yighXpressureKphaseKtransitionKofKcesiumKchlorideKandKcesiumKbromideYKPhysicalbChemistrybChemicalb
PhysicsWK2014WKafWKagibdXi 3.6 11

75 PhaseKtransitionKofKcadmiumKfluorideKunderKhighKpressureYKSolidbStatebCommunicationsWK2011WKaeaWKahiiXai_b1.6 11

74 αuperconductivityKandKlatticeKinstabilityKinKfaceXcenteredKcubicKlanthanumKunderKhighKpressureYK
JournalbofbPhysicsbCondensedbMatterWK2007WKaiWKdbebcd 1.8 11

73 rKfirstXprinciplesKstudyKofKelectronâ��phononKcouplingKinKelectronXdopedK–iyYKJournalbofbPhysicsb
CondensedbMatterWK2007WKaiWKdbebah 1.8 11

(2007-2011)
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72  ovelKstructuresKofKoxygenKadsorbedKonKaKZrS___aTKsurfaceKpredictedKfromKfirstKprinciplesYKAppliedb
SurfacebScienceWK2017WKcicWKdbbXdbg 6.7 10

71 rnomalousK—eltingKsehaviorKofKαolidKyydrogenKatKyighKPressuresYKJournalbofbPhysicalbChemistrybCWK
2013WKaagWKaahgcXaahgg 3.8 10

70 εianKetKalYKreplyYKNatureWK2013WKe_bWKvbXc 50.4 10

69 PressureXinducedKelementalKdissociationKinKzincKchalcogenidesYKNewbJournalbofbPhysicsWK2010WKabWK_dc_eh2.9 10

68 trystalKstructuresKofKunderKhighKpressureYKSolidbStatebCommunicationsWK2011WKaeaWKchhXcia 1.6 10

67 αuperconductivityKinKhighXpressureKsolidsYKJournalbofbPhysicsbCondensedbMatterWK2007WKaiWKdbeb_h 1.8 10

66 —agnetismKinK aXfilledKweXbasedKskutteruditesYKScientificbReportsWK2015WKeWKa_ghb 4.9 9

65 εwoXdimensionalKsiliconKmonolayersKgeneratedKonKcXs SaaaTKsubstrateYKPhysicalbChemistrybChemicalb
PhysicsWK2015WKagWKaefidXg__ 3.6 9

64 wirstXprinciplesKstudyKofKtheKmagneticWKstructuralKandKelectronicKpropertiesKofK–iwersYKJournalbofb
PhysicsbCondensedbMatterWK2010WKbbWK_df__f 1.8 9

63 εheKcrystalKstructureKandKsuperconductingKpropertiesKofKmonatomicKbromineYKJournalbofbPhysicsb
CondensedbMatterWK2010WKbbWK_aeg_b 1.8 9

62 PressureXinducedKamorphizationKinKmayeniteKSabta·´•grlb·cTYKJournalbofbChemicalbPhysicsWK2011WK
aceWK_ide_f 3.9 9

61 PeierlsKtransitionKinKsodiumKunderKhighKpressurekKaKfirstXprinciplesKstudyYKJournalbofbPhysicsb
CondensedbMatterWK2009WKbaWK_bee_h 1.8 9

60 ValenceKbandKxXrayKemissionKspectraKofKcompressedKgermaniumYKPhysicalbReviewbLettersWK2006WKifWKacgd_b7.4 9

59 —onoclinicKhighXpressureKpolymorphKofKrl··yKpredictedKfromKfirstKprinciplesYKPhysicalbReviewbBWK
2016WKidWK 3.3 9

58 εheKb_baK−oomXεemperatureKαuperconductivityK−oadmapYKJournalbofbPhysicsbCondensedbMatterWK
2021WK 1.8 9

57 xluingKtogetherKmetallicKandKcovalentKlayersKtoKformK−ubtKunderKambientKconditionsYKPhysicalb
ChemistrybChemicalbPhysicsWK2015WKagWKigc_Xf 3.6 8

56 wirstXprinciplesKstudyKofKphaseKtransitionsKinKantiferromagneticK´ SWKtoKandK iTYKSolidbStateb
CommunicationsWK2011WKaeaWKadgeXadgh 1.6 8

55  ovelKsuperhardKpolymorphsKofKsec bKpredictedKbyKfirstXprinciplesYKComputationalbMaterialsb
ScienceWK2010WKdiWKαgfXαgi 3.2 8
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54 wirstXprinciplesKstudiesKofKphononKsofteningKinKrocksaltKrgwKunderKpressureYKJournalbofbPhysicsb
CondensedbMatterWK2007WKaiWKdbebag 1.8 8

53 PressureXinducedKmagneticKtransitionKinKmetallicKnickelKhydridesKbyKabKinitioKpseudopotentialK
planeXwaveKcalculationsYKPhysicalbReviewbBWK2006WKgdWK 3.3 8

52 rKsymmetryXorientatedKdivideXandXconquerKmethodKforKcrystalKstructureKpredictionYYKJournalbofb
ChemicalbPhysicsWK2022WKaefWK_ada_e 3.9 8

51 PredictionKofKyostXxuestK aXweKzntermetallicsKatKyighKPressuresYKInorganicbChemistryWK2016WKeeWKg_bfXcb 5.1 8

50 εheKdiverseKelectronicKpropertiesKofKtd cmonolayerKunderKbiaxialKcompressiveKstrainkKaKtheoreticalK
studyYKJournalbPhysicsbD:bAppliedbPhysicsWK2016WKdiWKbiec_a 3 7

49 −obustKuiffusiveKProtonK—otionsKinKPhaseKzVKofKαolidKyydrogenYKJournalbofbPhysicalbChemistrybCWK
2014WKaahWKaai_bXaai_e 3.8 7

48 yighKpressureâ��lowKtemperatureKphaseKdiagramKofKbariumkKαimplicityKversusKcomplexityYKAppliedb
PhysicsbLettersWK2015WKa_gWKbbai_h 3.4 7

47 znterXKandKzntralayerKtompressionKofKxermananeYKJournalbofbPhysicalbChemistrybCWK2014WKaahWKbhaifXbhb_a3.8 7

46 uynamicKnanoXpullingKeffectKofKtheKboronXfunctionalizedKgrapheneKmonovacancyKforKmoleculeK
dissociationYKJournalbPhysicsbD:bAppliedbPhysicsWK2013WKdfWKchec_b 3 7

45 −amanKαcatteringKαtudyKofKrl K anowiresKunderKyighKPressureYKJournalbofbPhysicalbChemistrybCWK
2010WKaadWKhbdaXhbdd 3.8 7

44 rbKinitioKstudyKofKvacanciesKinKcubicKs KunderKpressureYKSolidbStatebCommunicationsWK2007WKadcWKecbXecf 1.6 7

43 PhaseKboundaryKbetweenKtheKfractionalKquantumKyallKliquidKandKtheKWignerKcrystalKatKlowKfillingK
factorsKandKlowKtemperatureskKrKpathKintegralK—onteKtarloKstudyYKPhysicalbReviewbBWK2005WKgbWK 3.3 7

42 tomputationalKdiscoveryKandKcharacterizationKofKnewKs·KphasesYKPhysicalbChemistrybChemicalb
PhysicsWK2019WKbaWKbdiiXbe_f 3.6 6

41 xloballyKstableKstructuresKofK–ixZnKSxKnKaXdTKcompoundsKatKhighKpressuresYKPhysicalbChemistryb
ChemicalbPhysicsWK2016WKahWKddcgXdc 3.6 6

40 ·rientationKdependenceKofKelasticKconstantsKandKelectronicKpropertiesKofKrheniumKnitridesK
firstXprincipleKcalculationsYKJournalbofbMaterialsbScienceWK2013WKdhWKdbhdXdbif 4.3 6

39 −oomXtemperatureKferromagnetismKofKbyXαitX˛–Xrlb·cKsolidKsolutionKnanowiresKandKtheKphysicalK
originYKNanoscaleWK2015WKgWKdiabXi 7.7 6

38 εheKbrokenXsymmetryKphaseKofKsolidKhydrogenkKevidenceKfromKinfraredKandK−amanKactiveKvibronsYK
JournalbofbPhysicsbCondensedbMatterWK2007WKaiWKdbebcg 1.8 6

37 yighXtemperatureKsuperconductivityKonKtheKvergeKofKaKstructuralKinstabilityKinKlanthanumK
superhydrideYKNaturebCommunicationsWK2021WKabWKfhfc 17.4 6
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36 XenonKironKoxidesKpredictedKasKpotentialKXeKhostsKinKvarthRsKlowerKmantleYKNaturebCommunicationsWK
2020WKaaWKebbg 17.4 6

35 ·S log TKscalingKmethodKtoKevaluateKtheKionXelectronKpotentialKofKcrystallineKsolidsYKJournalbofb
ChemicalbPhysicsWK2016WKadeWKahdaa_ 3.9 6

34 talculatedKhighXpressureKstructuralKpropertiesWKlatticeKdynamicsKandKquasiKparticleKbandKstructuresK
ofKperovskiteKfluoridesK}ZnwcWKtstawcKandKsa–iwcYKJournalbofbPhysicsbCondensedbMatterWK2016WKbhWKcaed_c1.8 5

33 vlasticKanisotropyKandKphononKfocusingKinK irlkKrtomicKstudyYKIntermetallicsWK2013WKdbWKaefXafd 3.5 5

32 –atticeKinstabilityKandKmartensiticKtransformationKinK–argKpredictedKfromKfirstXprinciplesKtheoryYK
JournalbofbPhysicsbCondensedbMatterWK2012WKbdWK_ged_b 1.8 5

31 tatenationKofKcarbonKinK–atbKpredictedKunderKhighKpressureYKPhysicalbChemistrybChemicalbPhysicsWK
2016WKahWKadbhfXia 3.6 5

30 PressureXinducedKstructuralKchangesKandKelementalKdissociationKofKcadmiumKandKmercuryK
chalcogenidesYKRSCbAdvancesWK2015WKeWKa_ddbfXa_ddcb 3.7 4

29 αizeXdependentKphaseKtransitionKofKgraphiteKtoKsuperhardKgraphiteKunderKhighKpressureKatKroomK
temperatureYKJournalbofbAppliedbPhysicsWK2012WKaabWKa_cg_g 2.5 4

28 PhaseKtransitionKandKopticalKpropertiesKofKtatlbunderKhighKpressureKbyabKinitiopseudopotentialK
planeXwaveKcalculationsYKJournalbofbPhysicsbCondensedbMatterWK2007WKaiWKdbebbe 1.8 4

27 wirstXprinciplesKstudyKofKhighXpressureKphaseKstabilityKandKsuperconductivityKofKsidzdYKPhysicalb
ReviewbBWK2019WKa__WK 3.3 4

26 xroundXαtateKtrystalKαtructureKofKαtrontiumKPeroxideKPredictedKfromKwirstKPrinciplesYKInorganicb
ChemistryWK2017WKefWKgedeXgedi 5.1 3

25 vxploringKtheKhighKpressureKbehaviorKofKbuKandKquasiXcuKboronKlayersKinK—osbYKRSCbAdvancesWK2014WK
dWKebhghXebhhb 3.7 3

24 PressureXinducedKisostructuralKphaseKtransitionKinKtasdYKRSCbAdvancesWK2014WKdWKdbebcXdbebi 3.7 3

23 rcousticKwavesKandKphononKfocusKinK–iKcrystalkKtheKfirstKprincipleKstudyYKEuropeanbPhysicalbJournalbBWK
2014WKhgWKa 1.2 3

22 αpectroscopicKandKtomputationalKtharacterizationsKofKrlkalineXvarthXKandKyeavyX—etalXvxchangedK
 atrolitesYKChemPlusChemWK2014WKgiWKa_ifXaa_b 2.8 3

21 yighXpressureKpolymorphsKofK–iSbTseySdTKpredictedKbyKfirstXprinciplesKcalculationsYKJournalbofb
PhysicsbCondensedbMatterWK2009WKbaWKched_e 1.8 3

20 vlectronicKandKopticalKpropertiesKofKorthorhombicKandKhexagonalKphasesKofKts—gyckK
wirstXprinciplesKcalculationsYKPhysicabB:bCondensedbMatterWK2009WKd_dWKa_faXa_fi 2.8 3

19 wirstXprinciplesKsupercellKstudiesKofKtheKsubstitutionalKcarbonKinKcXs YKDiamondbandbRelatedb
MaterialsWK2008WKagWKb_beXb_bh 3.5 3
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18 —aterialsKbyKdesignKatKhighKpressuresYYKChemicalbScienceWK2022WKacWKcbiXcdd 9.4 3

17 PressureXstabilizedKdivalentKozonideKta·KandKitsKimpactKonKvarthRsKoxygenKcyclesYKNatureb
CommunicationsWK2020WKaaWKdg_b 17.4 3

16 εheoreticalKrealizationKofKhalfXmetallicityKinKtwoXdimensionalKmonolayeredKmolybdenumKdinitrideK
byK—oKvacancyKtuningYKPhysicsbLetterspbSectionbA:bGeneralpbAtomicbandbSolidbStatebPhysicsWK2016WKch_WKbffiXbfgc2.3 3

15 rKdatabaseKassistedKproteinKstructureKpredictionKmethodKviaKaKswarmKintelligenceKalgorithmYKRSCb
AdvancesWK2017WKgWKcihfiXcihgf 3.7 2

14
wirstXprinciplesKstudyKonKmechanicalKandKmagneticKpropertiesKofKtheKperovskiteKandKpostXperovskiteK
polymorphsKofKpureKendXmemberKweαi·cKatKtheKcoreâ��mantleKboundaryYKHighbPressurebResearchWK
2010WKc_WKbibXc__

1.6 2

13 rbKinitioKsimulationKofKcoreXholeKeffectsKonKtheKXXrayKabsorptionKnearKedgeKstructureKofKxaPYK
PhysicabB:bCondensedbMatterWK2009WKd_dWKafdcXafdg 2.8 2

12 αtructuralKandKdynamicalKpropertiesKofKybαKunderKhighKpressurekabKinitiomolecularKdynamicsK
studiesYKJournalbofbPhysicsbCondensedbMatterWK2007WKaiWKdbebcb 1.8 2

11 vxperimentalKclathrateKsuperhydridesKvuyfKandKvuyiKatKextremeKpressureKconditionsYKPhysicalb
ReviewbResearchWK2021WKcWK 3.9 2

10 —agnetismKandKthermodynamicKpropertiesKofKaKspinXaZbKferrimagneticKdiamondKXYKchainKinK
magneticKfieldsKatKfiniteKtemperaturesYKJournalbofbthebKoreanbPhysicalbSocietyWK2013WKfbWKa_dXaae 0.6 1

9 tommentKonKMPressureXdependentKmetallicKandKsuperconductingKphasesKinKaKgermaniumKartificialK
metalMYKPhysicalbReviewbLettersWK2010WKa_dWKacig_alKauthorKreplyKacig_b 7.4 1

8 αtructuralKznvestigationKofKαolidK—ethaneKatKyighKPressureYKChinesebPhysicsbLettersWK2010WKbgWK_ffa_a 1.8 1

7 εheKinfluenceKofKdefectsKonKtheKtransportKpropertiesKofKrgαbPbahεeb_preparedKatKhighKpressureK
andKhighKtemperatureYKJournalbofbPhysicsbCondensedbMatterWK2007WKaiWKdbebai 1.8 1

6 –owXPressureKvlectrochemicalKαynthesisKofKtomplexKyighXPressureKαuperconductingK
αuperhydridesYYKPhysicalbReviewbLettersWK2022WKabhWKahf__a 7.4 0

5 vvolutionaryKtrystalKαtructureKPredictionKandK ovelKyighXPressureKPhasesYKNATObSciencebforbPeaceb
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