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232 StructuralJandJrelativeJstabilitiesVJelectronicJpropertiesVJandJhardnessJofJironJtetraboridesJfromJfirstJ
prinicplesXJInorganicoChemistryVJ2014VJa^VJ^_c[We 5.1 12

231 TheJstabilitiesJandJelectronicJstructuresJofJsingleWlayerJbismuthJoxyhalidesJforJphotocatalyticJwaterJ
splittingXJ2014VJ[bVJ]ada_Wb[ 90
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230 nJsemiconductiveJsuperhardJseoâ��JphaseJfromJfirstWprinciplesJcalculationsXJ2014VJ[bVJ]]ZZdW[^ 13

229 –haseJstabilityJandJelasticJpropertiesJofJR₄ZXanlZXaSpJphaseJwithJaJnovelJ{insWtypeJstructureXJRSCo
AdvancesVJ2014VJ_VJ_]adaW_]aeZ 3.7

228 {ovelJheterostructuresJbyJstackingJlayeredJmolybdenumJdisulfidesJandJnitridesJforJsolarJenergyJ
conversionXJ2014VJ]VJ[a^deW[a^ea 71

227 uiddenJThermodynamicJtroundJStateJofJpalciumJqiazenideXJJournaloofoPhysicaloChemistryoCVJ2014VJ
[[dVJbaZWbab 3.8 8

226 pomputationalJsearchJforJdirectJbandJgapJsiliconJcrystalsXJPhysicaloReviewoBVJ2014VJeZVJ 3.3 52

225 prystalJstructureJandJphysicalJpropertiesJofJzo]ofJsirstWprincipleJcalculationsXJJournaloofoAppliedo
PhysicsVJ2014VJ[[aVJ[[^aZ_ 2.5 19

224 TheJmetallizationJandJsuperconductivityJofJdenseJhydrogenJsulfideXJJournaloofoChemicaloPhysicsVJ
2014VJ[_ZVJ[c_c[] 3.9 481

223 nlâ��pJmonolayerfJtheJplanarJtetracoordinateJcarbonJglobalJminimumXJ2014VJbVJ[Zcd_We[ 63

222 uighWpressureJphaseJtransitionJofJcesiumJchlorideJandJcesiumJbromideXJ2014VJ[bVJ[ce]_We 11

221 pomputationalJmaterialsJdiscoveryfJtheJcaseJofJtheJ₄WoJsystemXJ2014VJcZVJdaW[Z^ 70

220 StructuralJandJmechanicalJpropertiesJofJplatinumJcarbideXJInorganicoChemistryVJ2014VJa^VJacecWdZ] 5.1 16

219 prystalJStructureJofJ₄[â��xJo^JandJ–haseJrquilibriaJinJtheJooronWRichJ–artJofJtheJSystemsJzoWRhWoJ
andJ₄W{RuV}sVRhVvrV{iV–dV–t}WoXJ2014VJ^aVJ^d_W^ea 21

218 rxploringJuardnessJandJtheJqistortedJsp]JuybridizationJofJoâ��oJoondsJinJ₄o^XJ2014VJ]bVJa]ecWa^Z] 59

217 sormationJandJstabilityJofJtungstenJborideJnanocompositesJinJ₄}^â��o]}^â��zgJternaryJsystemfJ
zechanochemicalJeffectsXJ2014VJ_bVJ[[cW[]_ 14

216 sirstWprincipleJcalculationsJonJtheJstructuralJandJelectronicJpropertiesJofJhardJp[[{_XJ2014VJ__eVJeZWe_ 5

215 rffectJofJexcessJboronJoxideJonJtheJformationJofJtungstenJborideJnanocompositesJbyJmechanicallyJ
inducedJselfWsustainingJreactionXJCeramicsoInternationalVJ2014VJ_ZVJ[_]^aW[_]_b 5.1 11

214 –ressureWinducedJcationWcationJbondingJinJ₃]}^XJPhysicaloReviewoBVJ2015VJe]VJ 3.3 12

213 nnomalousJStressJResponseJofJ₂ltrahardJ₄o_{n}JpompoundsXJPhysicaloReviewoLettersVJ2015VJ[[aVJ[daaZ]7.4 85
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212 uighWrnergyJqensityJandJSuperhardJ{itrogenWRichJoW{JpompoundsXJPhysicaloReviewoLettersVJ2015VJ
[[aVJ[ZaaZ] 7.4 106

211 uypervalentJvodineJwithJyinearJphainJatJuighJ–ressureXJScientificoReportsVJ2015VJaVJ[_^e^ 4.9 8

210 vnfluencesJofJcarbonJconcentrationJonJcrystalJstructuresJandJidealJstrengthsJofJo]px}JcompoundsJ
inJtheJoWpW}JsystemXJScientificoReportsVJ2015VJaVJ[a_d[ 4.9 18

209 TheJgroundWstateJstructureJandJphysicalJpropertiesJofJReo^JandJvro^JpredictedJfromJfirstJprinciplesXJ
RSCoAdvancesVJ2015VJaVJ]ae[eW]ae]d 3.7 14

208 vnfluenceJofJboronJvacanciesJonJphaseJstabilityVJbondingJandJstructureJofJzoâ��JRzJJiJJTiVJβrVJufVJ₃VJ{bVJ
TaVJprVJzoVJ₄SJwithJnloâ��JtypeJstructureXJJournaloofoPhysicsoCondensedoMatterVJ2015VJ]cVJ_^acZ] 1.8 22

207 TheoreticalJinvestigationsJofJphysicalJstabilityVJelectronicJpropertiesJandJhardnessJofJ
transitionWmetalJtungstenJboridesJ₄oxRxJiJ]XaVJ^SXJ2015VJb^aVJ]ZaW]Ze 18

206 {]ufJaJnovelJpolymericJhydronitrogenJasJaJhighJenergyJdensityJmaterialXJ2015VJ^VJ_[ddW_[e_ 42

205 SuperhardJopR^SJinJcubicJdiamondJstructureXJPhysicaloReviewoLettersVJ2015VJ[[_VJZ[aaZ] 7.4 147

204 –olytypismJinJsuperhardJtransitionWmetalJtriboridesXJScientificoReportsVJ2014VJ_VJaZb^ 4.9 13

203 nJnewJhighWpressureJpolymericJnitrogenJphaseJinJpotassiumJazideXJRSCoAdvancesVJ2015VJaVJ[[d]aW[[d^Z 3.7 16

202 nnJabJinitioJstudyJofJTiS^fJaJpromisingJelectrodeJmaterialJforJrechargeableJyiJandJ{aJionJbatteriesXJ
RSCoAdvancesVJ2015VJaVJ][_aaW][_b^ 3.7 49

201 TwoWdimensionalJboronWnitrogenWcarbonJmonolayersJwithJtunableJdirectJbandJgapsXJ2015VJcVJ[]Z]^We 63

200 rxploringJtheJmetallicJphaseJofJ{]}JunderJhighJpressureXJRSCoAdvancesVJ2015VJaVJbac_aWbac_e 3.7 4

199 –haseJdiagramVJmechanicalJpropertiesVJandJelectronicJstructureJofJ{bW{JcompoundsJunderJ
pressureXJ2015VJ[cVJ]]d^cW_a 20

198 {ovelJTwoWqimensionalJSilicaJzonolayersJwithJTetrahedralJandJ}ctahedralJponfigurationsXJJournalo
ofoPhysicaloChemistryoCVJ2015VJ[[eVJ[aba_W[abbZ 3.8 18
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196 –ressureWinducedJstructuralJphaseJtransitionJinJironJphosphideXJ2015VJ[ZcVJ]Z_W]Ze 5

195 StructuralJstabilityJofJ₄]oaJunderJhighJpressureXJ2015VJeaVJ]eaW^Z[
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194 zaterialsJdiscoveryJviaJpny≤–S}JmethodologyXJJournaloofoPhysicsoCondensedoMatterVJ2015VJ]cVJ]Z^]Z^ 1.8 63

193 {ovelJultraWincompressibleJphasesJofJRu]pXJJournaloofoPhysicsoCondensedoMatterVJ2015VJ]cVJ[caaZa 1.8 1

192 zetallicJicosahedronJphaseJofJsodiumJatJterapascalJpressuresXJPhysicaloReviewoLettersVJ2015VJ[[_VJ[]aaZ[7.4 56

191 SuperhardWdrivenJsearchJofJtheJcovalentJnetworkJinJtheJo^{}JsystemXJRSCoAdvancesVJ2015VJaVJ^add]W^addc3.7 17

190 –orousJo{JforJhydrogenJgenerationJandJstorageXJ2015VJ^VJeb^]Web^c 65

189 vnfluenceJofJoJponcentrationJonJtheJStructuralJStabilityJandJzechanicalJ–ropertiesJofJ{bâ��oJ
pompoundsXJJournaloofoPhysicaloChemistryoCVJ2015VJ[[eVJ]^[caW]^[d^ 3.8 41

188 prystalJStructuresJandJrlectronicJ–ropertiesJofJpesiumJ−enidesJatJuighJ–ressuresXJJournaloofo
PhysicaloChemistryoCVJ2015VJ[[eVJ]_eebW]aZZ] 3.8 12

187 {ovelJXJ2015VJ^ceVJ]_ceW]_d^ 1

186 StructuralJstabilityJandJelasticJpropertiesJofJ₄o_JunderJhighJpressureXJ2015VJ]eVJ[aaZ[Z^ 4

185 StructuresJandJstabilityJofJnovelJtransitionWmetalJRzipoVRhVpoandvrSJboridesXJPhysicaloReviewoBVJ
2015VJe]VJ 3.3 7

184 StrengthJofJtungstenJtriborideJunderJpressureJupJtoJdbJt–aJfromJradialJ−WrayJdiffractionXJJournaloofo
AlloysoandoCompoundsVJ2015VJb][VJ[[bW[]Z 5.7 5

183 pubicJpâ��{fJnJ{ewJSuperhardJ–haseJofJparbonWRichJ{itrideXJ2016VJeVJ 16

182 –ressureWvnducedJ–haseJTransitionJandJzechanicalJ–ropertiesJofJzgâ��SrJvntermetallicsXJ2016VJeVJ 1

181 StructuralJtransitionsJandJelectronicJpropertiesJofJsodiumJsuperoxideJatJhighJpressuresXJRSCo
AdvancesVJ2016VJbVJbce[ZWbce[a 3.7 2

180 qiscoveringJ{ewJzaterialsJviaJnJ–rioriJprystalJStructureJ–redictionXJ2016VJ]c_W^]b 10

179 prystalJsieldJSplittingJisJyimitingJtheJStabilityJandJStrengthJofJ₂ltraWincompressibleJ}rthorhombicJ
TransitionJzetalJTetraboridesXJScientificoReportsVJ2016VJbVJ]^Zdd 4.9 17

178 {onmetallizationJandJbandJinversionJinJberylliumJdicarbideJatJhighJpressureXJScientificoReportsVJ
2016VJbVJ]b^ed 4.9 1

177 nJprossoverJfromJuighJStiffnessJtoJuighJuardnessfJTheJpaseJofJ}smiumJandJvtsJooridesXJ2016VJc[VJd^[Wd^b

(2016-2015)

5



176 nnisotropicJelasticJpropertiesJofJzoJRzJiJprVJzoVJ₄SJmonoboridesfJaJfirstWprinciplesJinvestigationXJ
2016VJebVJec]WeeZ 22

175 uighWpressureJcrystalJstructuresJofJTansJfromJfirstWprinciplesJcalculationsXJ2016VJ]_ZVJ^cW_Z 6

174 yowWdimensionalJSc}]JwithJtunableJelectronicJandJmagneticJpropertiesfJfirstWprinciplesJstudiesXJ
JournaloofoPhysicsoCondensedoMatterVJ2016VJ]dVJZ[aZZ_ 1.8 1

173 patenationJofJcarbonJinJyap]JpredictedJunderJhighJpressureXJ2016VJ[dVJ[_]dbWe[ 5

172 {ewJvnsightJintoJtheJrffectJofJnlloyingJrlementsJonJrlasticJoehaviorVJuardnessVJandJ
ThermodynamicJ–ropertiesJofJRu]o^XJJournaloofoPhysicaloChemistryoCVJ2016VJ[]ZVJ][cb]W][cbe 3.8 23

171 StructuralJandJelectronicJphaseJtransitionsJofJThS]JfromJfirstWprinciplesJcalculationsXJPhysicalo
ReviewoBVJ2016VJe_VJ 3.3 7

170 nbJinitioJstudyJonJstructuralVJelectronicJpropertiesVJandJhardnessJofJreWdopedJ₄]oaXJ2016VJ]_aVJbZWb_ 5

169 TwoWdimensionalJmetallicJzoS]fJnJqsTJstudyXJ2016VJ[]_VJ_eWa^ 15

168 TheoreticalJstudyJofJelectronicJandJmechanicalJpropertiesJofJse]oXJRSCoAdvancesVJ2016VJbVJc^acbWc^adZ 3.7 11

167 TheoreticalJdesignJofJdiamondlikeJsuperhardJstructuresJatJhighJpressureXJChineseoPhysicsoBVJ2016VJ
]aVJZcb[Z^ 1.2 5

166 TuningJlatticeJstabilityJandJmechanicalJstrengthJofJultraincompressibleJtungstenJcarbidesJbyJ
varyingJtheJstackingJsequenceXJPhysicaloReviewoBVJ2016VJe^VJ 3.3 12

165 uighWtemperatureWJandJhighWpressureWinducedJformationJofJtheJyavesWphaseJcompoundJ−eS]XJ
PhysicaloReviewoBVJ2016VJe^VJ 3.3 10

164 StrongJcovalentJboronJbondingJinducedJextremeJhardnessJofJ₃o^XJJournaloofoAlloysoandoCompoundsVJ
2016VJbddVJ[[Z[W[[Zc 5.7 9

163 poexistenceJofJSuperconductivityJandJSuperhardnessJinJoerylliumJuexaborideJqrivenJbyJvnherentJ
zulticenterJoondingXJJournaloofoPhysicaloChemistryoLettersVJ2016VJcVJ_dedW_eZ_ 6.4 8

162 troundJstateJstructuresJofJtantalumJtetraborideJandJtriboridefJanJabJinitioJstudyXJ2016VJ[dVJ[dZc_WdZ 8

161 –redictionJofJnewJstableJstructureVJpromisingJelectronicJandJthermodynamicJpropertiesJofJzoS^fJ
nbJinitioJcalculationsXJ2016VJ^]aVJ]_bW]a[ 57

160 sabricationJandJcharacterizationJofJsuperhardJtungstenJborideJlayersJdepositedJbyJradioJfrequencyJ
magnetronJsputteringXJCeramicsoInternationalVJ2016VJ_]VJ[]]][W[]]^Z 5.1 28

159 StructuralJoptimizationJandJphysicalJpropertiesJofJTco^JandJzoo^JatJhighWpressurefJsirstWprinciplesXJ
2016VJ^ZVJ[baZ[^[ 4
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158 tloballyJstableJstructuresJofJyixβnJRxJiJ[W_SJcompoundsJatJhighJpressuresXJ2016VJ[dVJ__^cW_^ 6

157 qiscoveryJofJelusiveJstructuresJofJmultifunctionalJtransitionWmetalJboridesXJ2016VJdVJ[ZaaWba 17

156 StructuralJpredictionJofJultrahardJsemiWtitaniumJborideJRTi]oSJusingJtheJfrozenWphononJmethodXJ
2016VJ[dVJce]cW^[ 11

155 ₂ltraincompressibleVJSuperhardJzaterialsXJ2016VJ_bVJ_baW_da 73

154 {ovelJstructuresJandJsuperconductivitiesJofJcalciumâ��lithiumJalloysJatJhighJpressuresfJnJ
firstWprinciplesJstudyXJJournaloofoAlloysoandoCompoundsVJ2016VJbbeVJ[Z[W[Zc 5.7 2

153 StonerWenhancedJparamagnetismJinJtungstenJtetraborideXJJournaloofoPhysicsoCondensedoMatterVJ
2016VJ]dVJZ]bZZa 1.8 0

152 pny≤–S}JstructureJpredictionJmethodJandJitsJwideJapplicationXJ2016VJ[[]VJ_ZbW_[a 102

151 StabilityVJchemicalJbondingJbehaviorVJelasticJpropertiesJandJlatticeJthermalJconductivityJofJ
molybdenumJandJtungstenJboridesJunderJhydrostaticJpressureXJCeramicsoInternationalVJ2016VJ_]VJ][[cW][^]5.1 38

150 zaterialsJdiscoveryJatJhighJpressuresXJ2017VJ]VJ 266

149 StructuralJevolutionJofJseu_JunderJhighJpressureXJRSCoAdvancesVJ2017VJcVJ[]acZW[]aca 3.7 13

148 –haseJstabilityVJqebyeJtemperatureJandJhardnessJofJsemiconductingJmanganeseJtetraborideJzno_fJ
sirstWprinciplesJinvestigationsXJ2017VJ^[VJ[caZ[^[ 1

147 –redictionJofJnovelJultraWincompressibilityJcompoundsJTz]oJRTzizoVJ₄VJReJandJ}sSJbyJ
firstWprinciplesJcalculationsXJ2017VJecVJ[c]eW[c^e 3

146 –ressureJeffectJonJtheJhardnessJofJdiamondJandJ₄]oafJsirstWprincipleJcalculationsXJ2017VJ^[VJ[caZ[^c 5

145 –haseJstabilityJandJincompressibilityJofJtungstenJborideJR₄oSJresearchedJbyJinWsituJhighJpressureJ
xWrayJdiffractionXJ2017VJa][VJbW[] 12

144 }xidationJmechanismJofJ₄JsubstitutedJzoWSiWoJalloysXJ2017VJdcVJ^dW__ 26

143 ooronJdopedJbccW₄JfilmsfJnchievingJexcellentJmechanicalJpropertiesJandJtribologicalJperformanceJ
byJregulatingJsubstrateJbiasJvoltageXJ2017VJ_]^VJ]caW]d] 14

142 TheJmechanismJofJanomalousJhardeningJinJtransitionWmetalJmonoboridesXJ2017VJeVJe[[]We[[d 17

141 sormationJofJmetastableJtungstenJtetraborideJbyJreactiveJhotWpressingXJCeramicsoInternationalVJ
2017VJ_^VJdaa[Wdaaa 5.1 16
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140 sirstW–rinciplesJ–redictionsJofJ–haseJTransitionJandJzechanicalJ–ropertiesJofJTungstenJqiborideJ
underJ–ressureXJJournaloofoPhysicaloChemistryoCVJ2017VJ[][VJc^ecWc_Z^ 3.8 13

139 –ressureWinducedJmetallizationJandJsuperconductingJphaseJinJReSJ]XJ2017VJ]VJ 38

138 vnvestigationJofJstructuralVJelectronicJandJanisotropicJelasticJpropertiesJofJRuWdopedJ₄o]J
compoundJbyJincreasedJvalenceJelectronJconcentrationXJ2017VJ[deVJeZWea 16

137 vnsightJintoJsulfurJvacancyWinducedJinsulatorJtoJmetalJtransitionJofJyi]SXJ2017VJ[ZVJ[caZZbc 12

136 RevealingJphaseJrelationsJbetweenJse]ocJandJseo_JandJhypotheticalJse]ocWtypeJRu]ocJandJ
}s]ocfJfirstWprinciplesJcalculationsXJRSCoAdvancesVJ2017VJcVJ__dbZW__dbb 3.7 0

135 –redictionJofJhighWpressureJphasesJofJ₄eylJsemimetalJ{bnsJandJ{b–XJScientificoReportsVJ2017VJcVJ[^]a[ 4.9 3

134 purvedWlineJsearchJalgorithmJforJabJinitioJatomicJstructureJrelaxationXJPhysicaloReviewoBVJ2017VJebVJ 3.3 0

133 –ressureWinducedJstructuralJtransformationsJandJpolymerizationJinJThpXJScientificoReportsVJ2017VJcVJ_adc]4.9 10

132 vnfluenceJofJReJponcentrationJonJtheJzechanicalJ–ropertiesJofJTungstenJooridesJfromJ
sirstW–rinciplesJpalculationsXJ2017VJbeVJ]ZZeW]Z[^ 17

131 vnvestigationsJonJstructuralJdeterminationJofJsemiWtransitionWmetalJboridesXJ2017VJ[eVJ^[ae]W^[aed 14

130 ToxicogenomicJresponsesJofJhumanJalveolarJepithelialJcellsJtoJtungstenJborideJnanoparticlesXJ2017VJ
]c^VJ]acW]ba 9

129 TunableJelectronicJandJmagneticJpropertiesJfromJstructureJphaseJtransitionJofJlayeredJvanadiumJ
diselenideXJ2017VJ^]VJac_Wacd 6

128 {ovelJSuperhardJsp^{^}JparbonJnllotropeJfromJpoldWpompressedJp_{cZ}J–eapodsXJPhysicaloReviewo
LettersVJ2017VJ[[dVJ]_acZ[ 7.4 69

127 TwoJsingleWlayerJporousJgalliumJnitrideJnanosheetsfJnJfirstWprinciplesJstudyXJ2017VJ]aZVJ[dW]] 23

126 porrelatedJuighW–ressureJ–haseJSequenceJofJ₃}JunderJStrongJpompressionXJJournaloofoPhysicalo
ChemistryoLettersVJ2018VJeVJ]^ddW]^e^ 6.4 13

125 qesigningJsuperhardJmetalsfJTheJcaseJofJlowJboridesXJ2018VJdVJZ_a^Za 11

124 uighW–ressureJrvolutionJofJprystalJoondingJStructuresJandJ–ropertiesJofJse}}uXJJournaloofoPhysicalo
ChemistryoLettersVJ2018VJeVJ][d[W][da 6.4 57

123 –reparationJandJpharacterizationJofJnmorphousJ₄â��oâ��pJnlloyJandJSolidJSolutionsJofJpJinJTungstenJ
ooridesXJ2018VJ^[VJ^dZW^dd 2
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122 zechanicalJstrengthJandJoriginJofJtheJstrengtheningJeffectJofJtantalumJinJsuperhardJ₄JZXaJTaJZXaJoJ
monoborideXJCeramicsoInternationalVJ2018VJ__VJ[Z_b^W[Z_be 5.1 14

121 StructuralJpropertiesVJelectronicJstructuresJandJopticalJpropertiesJofJ₄o]JwithJdifferentJstructuresfJ
nJtheoreticalJinvestigationXJCeramicsoInternationalVJ2018VJ__VJ[[_^dW[[__c 5.1 40

120 nJ{ewJnnisotropicJqiracJponeJzaterialfJnJoSJuoneycombJzonolayerXJJournaloofoPhysicaloChemistryo
LettersVJ2018VJeVJ[d[aW[d]Z 6.4 49

119 –redictionJofJnovelJstableJseW₃WSiJternaryJphaseXJJournaloofoAlloysoandoCompoundsVJ2018VJc^]VJabcWac] 5.7 2

118 TungstenJboridesJlayersJdepositedJbyJaJnanosecondJlaserJpulseXJ2018VJ^^aVJ[d[W[dc 6

117 rvolutionJofJatomicJandJelectronicJstructuresJofJTa–JunderJhighJpressureXJ2018VJ[_]VJ^]ZW^]_

116 rffectJofJpressureJonJtheJstructuralVJelectronicJandJmechanicalJpropertiesJofJultraincompressibleJ
₄oXXJRSCoAdvancesVJ2018VJdVJ^abb_W^abc[ 3.7 5

115 nJfirstWprinciplesJcalculationJofJstructuralVJmechanicalVJthermodynamicJandJelectronicJpropertiesJofJ
binaryJ{iW≤JcompoundsXXJRSCoAdvancesVJ2018VJdVJ_[acaW_[adb 3.7 4

114 uighW–ressureJrvolutionJofJ₂nexpectedJphemicalJoondingJandJ–romisingJSuperconductingJ
–ropertiesJofJ≤obXJJournaloofoPhysicaloChemistryoCVJ2018VJ[]]VJ]cd]ZW]cd]d 3.8 7

113 RevealingJtheJstabilityVJelasticJpropertiesJandJelectronicJstructuresJofJ–dW₃JintermetallicsJviaJfirstJ
principleJcalculationsXJ2018VJdVJ[Za[^] 3

112 RareJueliumWoearingJpompoundJse}_{]}ueJStabilizedJatJqeepWrarthJponditionsXJPhysicaloReviewo
LettersVJ2018VJ[][VJ]aacZ^ 7.4 38

111 {ovelJ]qJtermaneneJqioxideJzonolayersfJzechanicalJ–ropertiesVJuoleWzobilityJ₃aluesVJandJparrierJ
zobilityXJ2018VJa^ZVJ[dZZ][_ 1

110 ₂nexpectedJstableJphasesJofJtungstenJboridesXJ2018VJ]ZVJ]_bbaW]_bcZ 20

109 vnfluenceJofJuniaxialJstrainsJonJtheJmechanicalJpropertiesJofJtransitionJmetalJboridesJ−]oVJ−oJandJ
−o]JR−JiJprVJzoVJ₄SXJ2018VJaaZVJ[ZZW[[[ 5

108 TheJStructureJandJ–ropertiesJofJzagnesiumW–hosphorusJpompoundsJ₂nderJ–ressureXJ2018VJ]_VJ[[_Z]W[[_Zb 5

107 StabilityVJrlasticJ–ropertiesVJandJqeformationJofJyio{fJnJ–otentialJuighWrnergyJzaterialXJInorganico
ChemistryVJ2018VJacVJb^^^Wb^^e 5.1

106 sirstWprinciplesJstudyJonJstructuralVJmechanicalJandJelectronicJpropertiesJofJthoriumJ
dichalcogenidesJunderJhighJpressureXJ2018VJaZdVJ[_cW[a^

105 ₂nravelingJtheJstructureJandJbondingJevolutionJofJtheJnewlyJdiscoveredJironJoxideJse}]XJPhysicalo
ReviewoBVJ2018VJedVJ 3.3 51

(2018-2018)
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104 vnJsituJsynthesisVJmechanicalJpropertiesVJandJmicrostructureJofJreactivelyJhotJpressedJ₄o_JceramicJ
withJ{iJasJaJsinteringJadditiveXJCeramicsoInternationalVJ2018VJ__VJ[e__]W[e_aZ 5.1 5

103 ScreeningJSurfaceJStructureJofJz−enesJbyJuighWThroughputJpomputationJandJ₃ibrationalJ
SpectroscopicJponfirmationXJJournaloofoPhysicaloChemistryoCVJ2018VJ[]]VJ[daZ[W[daZe 3.8 73

102 uighWthroughputJscreeningJforJsuperhardJcarbonJandJboronJnitrideJallotropesJwithJsuperiorJ
stiffnessJandJstrengthXJ2018VJ[^cVJ[abW[b_ 15

101 nJ]qJferromagneticJsemiconductorJinJmonolayerJprWtrihalideJandJitsJwanusJstructuresXJ2018VJ]ZVJ][caaW][cb^ 28

100 RationalJdesignJofJnewJphasesJofJtinJmonosulfideJbyJfirstWprinciplesJstructureJsearchesXJ2018VJb[VJ[ 11

99 zicrostructureJandJ–ropertiesJofJz^o]WTypeJoorideWoasedJpermetJpoatingsJ–reparedJbyJyaserJ
pladdingJSynthesisXJ2019VJeVJ_cb 3

98 SurperhardJmonoclinicJopJbJ{JallotropesfJsirstWprinciplesJinvestigationsXJChineseoPhysicsoBVJ2019VJ]dVJZeb]Z[1.2 3

97 qesigningJultrastrongJadJtransitionJmetalJdiboridesJwithJexcellentJstabilityJforJharshJserviceJ
environmentsXJ2019VJ][VJ[bZeaW[b[Zc 4

96 qiscoveryJofJsuperhardJmaterialsJviaJpny≤–S}JmethodologyXJChineseoPhysicsoBVJ2019VJ]dVJ[Zb[Z_ 1.2 9

95 rffectsJofJpressureJandJtemperatureJonJthermodynamicJpropertiesJofJ₄o^JbyJfirstWprinciplesJ
predictionsXJ2019VJbVJ[[aZ^_ 2

94 –haseJtransitionJandJelectronicJpropertiesJofJskutteruditeWtypeJvr–JunderJhighJpressureXJ2019VJ][VJ][]b]W][]bb3

93 ntomicallyJthinJ{ioJmonolayerfJaJrobustJqiracJmaterialXJ2019VJ][VJb[cWb]] 17

92 –ressureWinducedJstructuresJandJpropertiesJinJ–â��SJcompoundsXJ2019VJ]e^VJbW[Z 0

91 pomputationalJdiscoveryJandJcharacterizationJofJnewJo}JphasesXJ2019VJ][VJ]_eeW]aZb 6

90 –redictedJsuperhardJphasesJofJβrWoJcompoundsJunderJpressureXJ2019VJ][VJ[abZeW[ab[_ 5

89 nnJ}rthorhombicJ–haseJofJSuperhardJoJWopJ_J{JTXJ2019VJ^bVJZ^b]Z[ 7

88 SynthesisJandJcharacterizationJofJ₄o]W₄o^Wo_pJhardJcompositesXJ2019VJd]VJ]bdW]c] 5

87 rxoticJuydrogenJoondingJinJpompressedJnmmoniaJuydridesXJJournaloofoPhysicaloChemistryoLettersVJ
2019VJ[ZVJ]cb[W]cbb 6.4 17
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86 pomputationalJqissectionJofJ]qJSipcJzonolayerfJnJqirectJoandJtapJSemiconductorJandJuighJ–owerJ
ponversionJrfficiencyXJ2019VJ]VJ[eZZZad 8

85 pomputationalJqesignJofJzixedW₃alenceJTinJSulfidesJasJSolarJnbsorbersXJ2019VJ[[VJ]_dbcW]_dca 7

84 zechanicalJpropertiesVJmicrostructureJandJgrainJorientationJofJhotJpressedJ₄o]JceramicsJwithJpoJ
asJaJsinteringJadditiveXJCeramicsoInternationalVJ2019VJ_aVJ[_c[dW[_c]c 5.1 5

83 –haseJdiagramJandJbondingJstatesJofJvrW–JbinaryJcompoundsJatJhighJpressuresXJJournaloofoAlloysoando
CompoundsVJ2019VJce[VJ[]acW[]b] 5.7 3

82 rxploringJhighWpressureJironJborideJcompoundsfJStructuralJelectronicsJandJmechanicalJpropertiesXJ
2019VJ[b]VJbeWca 0

81 {ovelJgrapheneWlikeJtwoWdimensionalJbilayerJgermaneneJdioxidefJelectronicJstructureJandJopticalJ
propertiesXXJRSCoAdvancesVJ2019VJeVJeb^^Web^e 3.7 0

80 TheoreticalJvnvestigationJonJtheJrlasticJ–ropertiesVJoondJStiffnessJandJuardnessJofJ₄−]JR−JiJoJandJ
{SXJ2019VJ_[VJ_^_W__Z 1

79 ₂nravellingJtheJstructureJandJstrengthJofJtheJhighestJborideJofJtungstenJ₄o_X]XJPhysicaloReviewoBVJ
2019VJ[ZZVJ 3.3 16

78 sirstWprinciplesJstudyJofJhighWpressureJphaseJstabilityJandJsuperconductivityJofJoi_v_XJPhysicalo
ReviewoBVJ2019VJ[ZZVJ 3.3 4

77 rxplorationJofJhighWpressureJstructuralJtransitionJandJelectronicJpropertiesJofJoaseSXJJournaloofo
PhysicsoCondensedoMatterVJ2019VJ^[VJ[[a_Z[ 1.8 1

76 }xidationJresistanceJofJaJzoW₄WSiWoJalloyJatJ[ZZZâ��[^ZZJ´°pfJTheJeffectJofJaJmulticomponentJzoWSiWoJ
coatingXJ2019VJ_cZVJ]deW]ea 12

75 zechanochemistryJapproachJtoJproduceJinWsituJtungstenJboridesJandJcarbidesJnanopowdersfJ
rxperimentalJstudyJandJmodelingXJ2019VJ]]_VJ_cWb_ 5

74 –redictionJofJnovelJgroundJstateJandJhighJpressureJphasesJforJ₄]{^fJsirstWprinciplesXJ2019VJ[abVJ][aW]]^ 1

73 TheoreticalJinvestigationJonJtwoJnovelJhighWpressureJorthorhombicJphasesJofJsuperhardJp^{]XJ
JournaloofoAlloysoandoCompoundsVJ2020VJd[aVJ[a]^]_ 5.7 3

72 zechanochemicalJsynthesisJandJannealingJofJtungstenJdiWJandJtetraWborideXJ2020VJ[Z^VJd^[Wd^d 5

71 TheJeffectJofJchemicalJcompositionJonJtheJstructureVJchemistryJandJmechanicalJpropertiesJofJ
magnetronJsputteredJ₄WoWpJcoatingsfJzodelingJandJexperimentsXJ2020VJ^d^VJ[]a]c_ 9

70 ooronWRichJzolybdenumJoorideJwithJ₂nusualJShortWRangeJ₃acancyJ}rderingVJnnisotropicJ
uardnessVJandJSuperconductivityXJ2020VJ^]VJ_aeW_bc 18

69 –nvWgraphenefJnJnewJtopologicalJsemimetallicJtwoWdimensionalJcarbonJallotropeJwithJhighlyJ
tunableJanisotropicJqiracJconesXJ2020VJ[cZVJ_ccW_db 19

(2020-2019)
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68 tenerativeJndversarialJ{etworksJforJprystalJStructureJ–redictionXJ2020VJbVJ[_[]W[_]Z 35

67 Sn–JzonolayersfJaJ{ewJTypeJofJTwoWqimensionalJzaterialsJwithJuighJStabilityVJparrierJzobilityVJandJ
zagneticJ–ropertiesXJ2020VJ[aVJ[aa 3

66 StableJpompositionsVJStructuresJandJrlectronicJ–ropertiesJinJxâ��taJSystems₂nderJ–ressureXJ2020VJ
^cVJZ]b]Z[ 4

65 vnvestigatingJpotentialJhardJmaterialsfJtheJcaseJofJtetragonalJTazo{XJ2020VJbbVJcadWcb_ 2

64 zodifyingJstructuralJpolymorphsJandJtuningJelectronicJpropertiesJinJpressureWstabilizedJbinaryJvrWSbJ
phasesXXJRSCoAdvancesVJ2020VJ[ZVJ[e[daW[e[e[ 3.7

63 {ewJ–olymorphsJofJ]qJvndiumJSelenideJwithJrnhancedJrlectronicJ–ropertiesXJ2020VJ^ZVJ]ZZ[e]Z 19

62 –olymorphismJofJlowJdimensionalJboronJnanomaterialsJdrivenJbyJelectrostaticJgatingfJaJ
computationalJdiscoveryXJ2020VJ[]VJ[Za_^W[Za_e 2

61 rxploringJtheJstructuralVJmechanicalVJthermodynamicVJandJelectronicJpropertiesJofJR{iZXbbVJ
βnZX^^S^Sn_JternaryJintermetallicJcompoundsJbyJtheJfirstWprinciplesJstudyXJ2020VJ^aVJ]b^W]c[

60 sirstJprinciplesJstudyJofJtheJelasticJandJthermodynamicJpropertiesJofJzgWnlJalloysXJ2020VJ[ccVJ[Zeadc 1

59 rffectJofJtantalumJonJphaseJtransitionJandJthermalJstabilityJofJmetastableJtungstenJtetraWborideXJ
CeramicsoInternationalVJ2020VJ_bVJ[c][cW[c]]^ 5.1 6

58 TheJrffectJofJyaserJ–owerJonJtheJ–ropertiesJofJzoWTypeJoorideWoasedJpermetJpoatingsJ–reparedJ
byJyaserJpladdingJSynthesisXJ2020VJ[^VJ 5

57 uighWpressureJstudyJofJtheJstructuralJphaseJtransitionJinJpu[XdcaTeXJ2021VJ[dbVJ[[ZZ]Z 1

56 vnWsituJsynthesisJofJtungstenJborideWcarbideJcompositeJpowdersJfromJ₄}^Wo]}^â��zgâ��pJquaternaryJ
systemJviaJaJmechanochemicalJrouteXJCeramicsoInternationalVJ2021VJ_cVJ[b_ZW[baZ 5.1 2

55 qensityJfunctionalJstudyJonJngdWxpuxvdJRZâ�⁄xâ�⁄dSXJ2021VJbZ_VJ_[]bbd

54 nbJinitioJstudyJonJcrystalJstructureJandJphaseJstabilityJofJβrp]JunderJhighJpressureXJChineseoPhysicso
BVJ2021VJ^ZVJZ[b[Z[ 1.2 2

53 –ressureWvnducedJrvolutionJofJprystalJandJrlectronicJStructureJofJnmmoniaJooraneXJJournaloofo
PhysicaloChemistryoLettersVJ2021VJ[]VJ]Z^bW]Z_^ 6.4 2

52 rnhancedJuardnessJinJTransitionWzetalJzonocarbidesJviaJ}ptimalJ}ccupancyJofJoondingJ}rbitalsXJ
2021VJ[^VJ[_^baW[_^cb 3

51 troundWstateJstructureJandJphysicalJpropertiesJofJ≤o^JpredictedJfromJfirstWprinciplesJcalculationsTXJ
ChineseoPhysicsoBVJ2021VJ^ZVJZ_b[Z[ 1.2 0
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50 ponstrainedJcrystalsJdeepJconvolutionalJgenerativeJadversarialJnetworkJforJtheJinverseJdesignJofJ
crystalJstructuresXJ2021VJcVJ 11

49 StructuralJevolutionVJlatticeJdynamicsVJelectronicJandJthermalJpropertiesJofJ₃u]JunderJhighJ
pressureXJ2021VJ^^ZVJ[[_]dc 4

48 –robingJtheJmechanicalJpropertiesJofJorderedJandJdisorderedJ–tWvrJalloysJbyJfirstWprinciplesJ
calculationsXJ2021VJ_ZaVJ[]c_]_ 2

47 prystalJstructuresJandJformationJmechanismsJofJboronWrichJtungstenJboridesXJPhysicaloReviewoBVJ
2021VJ[Z_VJ 3.3 3

46 –rogressJinJfunctionalJstudiesJofJtransitionJmetalJboridesXJChineseoPhysicsoBVJ 1.2 0

45 rnergeticsJofJboronJnearJtungstenJsurfacesfJnJfirstWprinciplesJstudyXJJournaloofoAppliedoPhysicsVJ2021
VJ[^ZVJZ[a[Z[ 2.5 1

44 RemarkableWcyclingWperformanceJanodeJforJyiWionJbatteryfJTheJbilayerJ˛†WbismutheneXJElectrochimicao
ActaVJ2021VJ^ddVJ[^db_[ 6.7 0

43 qirectJuWueJchemicalJassociationJinJsuperionicJse}]u]ueJatJqeepWrarthJconditionsXJNationalo
ScienceoReviewVJ 10.8 0

42 pny≤–S}JzethodJforJStructureJ–redictionJandJvtsJnpplicationsJtoJzaterialsJqiscoveryXJ2020VJ]c]eW]cab 1

41 poobJmonolayerfJnJrobustJtwoWdimensionalJferromagnetXJPhysicaloReviewoBVJ2019VJeeVJ 3.3 42

40 vndentationWstrainJstiffeningJinJtungstenJnitridesfJzechanismsJandJimplicationsXJPhysicaloReviewo
MaterialsVJ2020VJ_VJ 3.2 35

39 TheoreticalJstudyJofJoJsegregationJinJzoR[[ZSXJJournaloofoBoronVJ 1

38 StructuresJandJpropertiesJofJfunctionalJtransitionJmetalJboridesXJWulioXuebao/ActaoPhysicaoSinicaVJ
2017VJbbVJZ^b[Z^ 0.6 3

37 rffectJofJtungstenJdisilicideJadditionJonJtungstenJborideJbasedJcompositesJproducedJbyJ
millingWassistedJpressurelessJsinteringXJJournaloofoBoronVJ

36 TheoreticalJcalculationsJofJstabilitiesJandJpropertiesJofJtransitionJmetalJborocarbidesJTz^o^pJandJ
Tz_o^p]JcompoundXJWulioXuebao/ActaoPhysicaoSinicaVJ2019VJbdVJZeb]Z[ 0.6

35 StableJStructuresJandJSuperconductivityJinJaJ≤WSiJSystemJunderJuighJ–ressureXJJournaloofoPhysicalo
ChemistryoLettersVJ2021VJ[]VJ[Z^ddW[Z^e^ 6.4 3

34 –redictionJofJyinpdJcompoundsJwithJunusualJstoichiometryJandJvalenceJstatesXJPhysicaloReviewo
MaterialsVJ2020VJ_VJ 3.2 0

33 StructuralJevolutionJandJphaseJtransitionJmechanismJofJεsormulafJseeJtext]JunderJhighJpressureXJ
ScientificoReportsVJ2021VJ[[VJ]]ZeZ 4.9

(2021-2021)
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32 rffectsJofJsubstrateJbiasJvoltageJonJtheJphaseJstructureVJmechanicalJandJwearJresistanceJpropertiesJ
ofJtungstenJborideJfilmsXJCeramicsoInternationalVJ2022VJ 5.1 0

31 ooostingJtheJphotocatalyticJuJevolutionJactivityJofJtypeWvvJgWta{YScp}JvanJderJ₄aalsJ
heterostructureJusingJappliedJbiaxialJstrainJandJexternalJelectricJfieldXXJRSCoAdvancesVJ2022VJ[]VJc^e[Wc_Z]3.7 1

30 }rthorhombicJSco^JandJhexagonalJScobJwithJhighJhardnessXJPhysicaloReviewoBVJ2022VJ[ZaVJ 3.3 0

29 uardeningJrffectsJinJSuperhardJTransitionWzetalJooridesXJAccountsoofoMaterialsoResearchVJ2022VJ^VJ[ZZW[Ze7.5 1

28 StabilityJandJmechanicalJpropertiesJofJ₄[â��xzoxo_X]JRJxXJPhysicaloReviewoMaterialsVJ2021VJaVJ 3.2 0

27 nJqsTJstudyJtoJdetermineJtheJstructureJandJcompositionJofJ˛µW₄]oaWxXJJournaloofoAlloysoando
CompoundsVJ2022VJ[b_eb] 5.7 0

26 rfficientJSynthesisJofJ₄oW₄oJ–owdersJwithJSelectivityJforJ₄oJpontentXXJInorganicoChemistryVJ2022VJ 5.1 1

25 rnergeticsJofJintrinsicJpointJdefectsJandJhydrogenJinJtungstenJboridesfJnJfirstWprinciplesJstudyXJ
NuclearoFusionVJ 3.3 0

24 TheoreticalJzethodsJforJStructuralJ–haseJTransitionsJinJrlementalJSolidsJatJrxtremeJponditionsfJ
StaticsJandJqynamicsXJJournaloofoPhysicsoCondensedoMatterVJ 1.8

23 {ewJvnsightsJintoJtheJTraditionalJphargeJpompensationJTheoryfJnmphotericJoehaviorJofJTi}]J
underJtheJtuidanceJofJSupplyâ��qemandJRelationshipXJACSoOmegaVJ2022VJcVJ][]]aW][]^] 3.9

22 sirstWprinciplesJstudyJonJtheJthermodynamicVJelectronicJandJmechanicalJpropertiesJofJzgâ��nlâ��SiJ
ternaryJcompoundsXJJournaloofoMaterialsoResearchoandoTechnologyVJ2022VJ[eVJ]d_dW]db] 5.5 0

21 StructuralJandJelectroWcatalyticJpropertiesJofJcopperJclustersfJaJstudyJviaJdeepJlearningJandJfirstJ
principlesJXJJournaloofoChemicaloPhysicsVJ 3.9

20 –redictionJofJporeJrlectronJReactivityJandJuighJ}xidationJStatesJinJRadiumJunderJuighJ–ressureXJ
JournaloofoPhysicaloChemistryoCVJ 3.8

19 sorceWbasedJgradientJdescentJmethodJforJabJinitioJatomicJstructureJrelaxationXJ2022VJ[ZbVJ 0

18 –ressureWinducedJnovelJstructureJwithJgrapheneWlikeJboronWlayerJinJtitaniumJmonoborideXJ 0

17 SizeWcontrolledJpreparationsJofJtungstenJandJmolybdenumJboridesJinJcalciumJorJaluminumJmeltXJ
2022VJ 0

16 –olymericJuydronitrogenJ{_ufJnJ–romisingJuighWrnergyWqensityJzaterialJandJuighWTemperatureJ
SuperconductorXJ 0

15 TwoWdimensionalJsemiconductorsJofJprâ��−^â��u^JR−JiJ}VJSVJSeVJandJTeSJstructuresJwithJlargeJmagneticJ
anisotropyJandJhighJpurieJtemperatureXJ 0
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14 sirstWprinciplesJstudyJonJtheJelasticJanisotropyJandJthermalJpropertiesJofJzgâ��≤JcompoundsXJ2022VJ
[c[VJ[[[Z^_ 0

13 RolesJofJhydrogenJinJstructuralJstabilityJandJelectronicJpropertyJofJbulkJhydrogenatedJamorphousJ
siliconXJ2023VJ][bVJ[[[d_b 1

12 sirstWprinciplesJpredictionsJofJstableJstructureJofJnunl]JunderJhighJpressureXJ2023VJ^aeVJ[[aZZe 0

11 StabilizedJ{itrogenJsrameworkJnnionsJinJtheJtaâ��{JSystemXJ 0

10 vmpactJofJvacanciesJonJstructureVJstabilityJandJpropertiesJofJhexagonalJtransitionJmetalJdiboridesVJ
zo]JRzJiJScVJ≤VJTiVJβrVJufVJ₃VJ{bVJTaVJprVJzoVJ₄VJznVJandJseSXJ2022VJ[Z[b]e 0

9 StrainJandJthicknessJeffectsJonJtheJelectronicJstructuresJofJlowWenergyJtwoWdimensionalJpdxTeyJ
phasesXJ2022VJ]_VJ]ecc]W]ecdZ 0

8 sirstWprincipleJpredictionJofJoneWdimensionalJsiliconJallotropesfJ–romisingJnewJcandidateJforJ
chemicalJandJelectrochemicalJhydrogenJstorageXJ2022VJ 0

7 StructureVJStabilityVJandJrlectronicJ–ropertiesJofJuydrogenatedJzonolayerJ]qJSiliconJnllotropesJbyJ
sirstW–rinciplesJpalculationXJ]]ZZ_]b 0

6 nJnoiseWrobustJdataJassimilationJmethodJforJcrystalJstructureJdeterminationJusingJpowderJ
diffractionJintensityXJ2022VJ[acVJ]]_[[] 0

5 –ressureWinducedJenhancementJofJthermoelectricJperformanceJofJpo–^JbyJtheJstructuralJphaseJ
transitionXJ2023VJ]_dVJ[[dcc^ 0

4 sirstWprinciplesJcalculationsJtoJinvestigateJmechanicalVJelectronicVJopticalVJandJthermodynamicJ
propertiesJofJβrWbasedJternaryJcompoundsXJ2023VJ]^VJ[_[cW[_^_ 0

3 qirectJtransformationJofJtungstenJtrioxideJmonohydrateJintoJammoniumJparatungstateJ
tetrahydrateJinJammoniumJsaltJsolutionsXJ2023VJ^ZVJ[][W[^[ 0

2 purrentJStatusJandJsutureJScopeJofJ–haseJqiagramJStudiesXJ2023VJb^VJ_ZcW_[d 0

1 SurfaceJstabilityJandJuJadsorptionJandJdiffusionJnearJsurfacesJofJ₄JboridesfJaJfirstWprinciplesJstudyXJ
2023VJb^VJZbbZZ] 0
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