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l Paper IF Citations

232
yrapheneXlikeKtitaniumKcarbidesKandKnitridesKαinVbunWKαinVb–nKSnKoKbWKcWKandKdTKfromKdeXintercalatedK
”sηKphaseslKxirstXprinciplesKprobingKofKtheirKstructuralWKelectronicKpropertiesKandKrelativeKstabilityYK
ComputationalhMaterialshScienceWK2012WKgfWKbaeXbbe

3.2 201

231 wlasticKpropertiesKofKmonoXKandKpolycrystallineKhexagonalKsltcXlikeKdiboridesKofKsWKpKandKdKmetalsK
fromKfirstXprinciplesKcalculationsYKJournalhofhPhysicshCondensedhMatterWK2008WKcaWKebfcbi 1.8 190

230 wlectronicKstructureWKchemicalKbondingKandKelasticKpropertiesKofKtheKfirstKthoriumXcontainingKnitrideK
perovskiteKαaαh–dYKPhysicahStatushSolidihwhRapidhResearchhLettersWK2007WKbWKikXkb 2.5 184

229 wlectronicKandKstructuralKpropertiesKofKcementiteXtypeK”dηKS”oxeWKuoWK–imKηouKorKtTKbyKfirstK
principlesKcalculationsYKPhysicahB:hCondensedhMatterWK2006WKdhbWKbcgXbdc 2.8 108

228 wlasticKpropertiesKofKquaternaryKoxypnictidesK“a—xessKandK“a—xe KasKbasicKphasesKforKnewKcgâ��fcKK
superconductingKmaterialsKfromKfirstKprinciplesYKScriptahMaterialiaWK2008WKfkWKbakkXbbac 5.6 80

227 xirstXprinciplesKcalculationsKofKtheKelasticKandKelectronicKpropertiesKofKtheKcubicKperovskitesKхr”—dK
S”oαiWKδWKZrKandK–bTKinKcomparisonKwithKхrхn—dYKSolidhStatehSciencesWK2008WKbaWKcbhXccf 3.4 74

226 хtructuralWKelectronicKandKmagneticKpropertiesKofK˛•KcarbidesKSxedεduWKxegεguWKuodεduKandK
uogεguTKfromKfirstKprinciplesKcalculationsYKPhysicahB:hCondensedhMatterWK2009WKeaeWKdfeeXdfek 2.8 72

225 yrapheneXlikeKnanocarbidesKandKnanonitridesKofKdKmetalsKS”ηenesTlKsynthesisWKpropertiesKandK
simulationYKMicrohandhNanohLettersWK2013WKiWKfkXgc 0.9 66

224
wlasticKandKelectronicKpropertiesKofKhexagonalKandKcubicKpolymorphsKofKtungstenKmonocarbideKεuK
andKmononitrideKε–KfromKfirstXprinciplesKcalculationsYKPhysicahStatushSolidihrBs:hBasichResearchWK2008
WKcefWKbfkaXbfkh

1.3 63

223 хtructuralWKelectronicKpropertiesKandKstabilityKofKtungstenKmonoXKandKsemiXcarbideslKsKfirstK
principlesKinvestigationYKJournalhofhPhysicshandhChemistryhofhSolidsWK2009WKhaWKgeXhb 3.9 62

222 tandKstructureKofKZrtcWKδtcWK–btcWKandKαatcKhexagonalKdiborideslKuomparisonKwithK
superconductingK”gtcYKPhysicshofhthehSolidhStateWK2002WKeeWKbiddXbidk 0.8 62

221 tandKstructureKandKtheKmagneticKandKelasticKpropertiesKofKхrxe—dKandK“axe—dKperovskitesYKPhysicsh
ofhthehSolidhStateWK2005WKehWKcaic 0.8 62

220 wlectronicKandKstructuralKpropertiesKofKlowXtemperatureKsuperconductorsKandKternaryKpnictidesK
s–ic ncKSsoхrWtaKandK no WssTYKPhysicalhReviewhBWK2009WKhkWK 3.3 60

219 wlectronicKstructureKandKxermiKsurfaceKofKnewKKKintercalatedKironKselenideKsuperconductorK
KxxecхecYKPhysicshLettersvhSectionhA:hGeneralvhAtomichandhSolidhStatehPhysicsWK2011WKdhfWKbaciXbadb 2.3 57

218 wlasticKpropertiesKofKsuperconductingK”sηKphasesKfromKfirstXprinciplesKcalculationsYKPhysicahStatush
SolidihrBs:hBasichResearchWK2011WKceiWKcciXcdc 1.3 56

217 xirstKprincipleKpredictionKofKvacancyXinducedKmagnetismKinKnonXmagneticKperovskiteKхrαi—dYKPhysicsh
LettersvhSectionhA:hGeneralvhAtomichandhSolidhStatehPhysicsWK2007WKdhbWKbffXbfk 2.3 51

216 wlasticKandKelectronicKpropertiesKandKstabilityKofKхrαh—dWKхrZr—dKandKαh—cKfromKfirstKprinciplesYK
JournalhofhNuclearhMaterialsWK2007WKdgbWKgkXhh 3.3 49
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215 ”agnetismKwithoutKmagneticKionsKinKnonXmagneticKperovskitesKхrαi—dWKхrZr—dKandKхrхn—dYKJournalh
ofhMagnetismhandhMagnetichMaterialsWK2008WKdcaWKkdgXkec 2.8 49

214
 lanarKnanoXblockKstructuresKαinVbslaYfunKandKαinVbunKSnobWKandKcTKfromK”sηKphaseslKхtructuralWK
electronicKpropertiesKandKrelativeKstabilityKfromKfirstKprinciplesKcalculationsYKSuperlatticeshandh
MicrostructuresWK2012WKfcWKbehXbfh

2.8 48

213
wlasticKpropertiesKofKantiperovskiteXtypeK–iXrichKnitridesK”––idKS”oZnWKudWK”gWKslWKyaWK…nWKхnWKхbWK dWK
uuWKsgKandK tTKasKpredictedKfromKfirstXprinciplesKcalculationsYKPhysicahB:hCondensedhMatterWK2010WK
eafWKegbfXegbk

2.8 48

212
wlectronicKstructureKandKmagnetismKinKte—KnanotubesKinducedKbyKboronWKcarbonKandKnitrogenK
dopingWKandKberylliumKandKoxygenKvacanciesKinsideKtubeKwallsYKPhysicahE:hLowwDimensionalhSystemsh
andhNanostructuresWK2008WKebWKbgeXbgi

3 47

211 xirstXprincipleKstudyKofKtbXlikeKthoriumKcarbideWKnitrideKandKoxideYKJournalhofhNuclearhMaterialsWK2006
WKdfdWKbkXcg 3.3 47

210 хtructuralWKelasticKandKelectronicKpropertiesKofKsuperconductingKantiXperovskitesK”gu–idWKZnu–idK
andKudu–idKfromKfirstKprinciplesYKPhysicahC:hSuperconductivityhandhItshApplicationsWK2008WKegiWKbXg 1.3 46

209 wlasticKparametersKofKsingleXcrystalKandKpolycrystallineKwurtziteXlikeKoxidesKte—KandKZn—lKsbKinitioK
calculationsYKPhysicshofhthehSolidhStateWK2007WKekWKbaghXbahd 0.8 45

208 wlectronicKstructureKofKnewKoxygenXfreeKdiXKKsuperconductorKtabâ��xKKKxKxecsscKinKcomparisonKwithK
taxecsscKfromKtheKfirstKprinciplesYKJETPhLettersWK2008WKiiWKbahXbba 1.2 44

207 wlectronicKbandKstructureWKxermiKsurfaceWKandKelasticKpropertiesKofKpolymorphsKofKtheKfYcKKKironXfreeK
superconductorKхr tcsscKfromKfirstXprinciplesKcalculationsYKPhysicalhReviewhBWK2011WKidWK 3.3 39

206 …nfluenceKofKlatticeKvacanciesKonKtheKstructuralWKelectronicWKandKcohesiveKpropertiesKofKniobiumKandK
molybdenumKboridesKfromKfirstXprinciplesKcalculationsYKPhysicalhReviewhBWK2006WKhdWK 3.3 39

205
wlasticKandKelectronicKpropertiesKofKhexagonalKrheniumKsubXnitridesKМed–KandKМec–KinKcomparisonK
withKhcpXМeKandKwurtziteXlikeKrheniumKmononitrideKМe–YKPhysicahStatushSolidihrBs:hBasichResearchWK
2011WKceiWKbdgkXbdhe

1.3 35

204
хtructuralWKelasticWKelectronicKpropertiesKandKxermiKsurfaceKforKsuperconductingK”ocyauKinK
comparisonKwithKδcyauKandK–bcyauKfromKfirstKprinciplesYKPhysicahC:hSuperconductivityhandhItsh
ApplicationsWK2010WKehaWKfddXfdh

1.3 35

203 хtructuralKandKelectronicKpropertiesKofKtheKbhKKKsuperconductorKхrcхcxe —dKinKcomparisonKtoK
хrcхcxess—dKfromKfirstKprinciplesKcalculationsYKPhysicalhReviewhBWK2009WKhkWK 3.3 32

202
wlasticKpropertiesKandKchemicalKbondingKinKternaryKarsenideKхrxecsscKandKquaternaryKoxyarsenideK
“axess—Kâ��KtasicKphasesKforKnewKdiâ��ffKKsuperconductorsKfromKfirstKprinciplesYKPhysicahC:h
SuperconductivityhandhItshApplicationsWK2009WKegkWKbfXbk

1.3 32

201 ”agnetizationKofKcarbonXdopedK”g—KnanotubesYKPhysicalhReviewhBWK2007WKhfWK 3.3 32

200 wffectKofKuoKdopingKonKtheKelectronicKstructureKofK”gu–idYKPhysicalhReviewhBWK2002WKggWK 3.3 32

199 tandKstructureKofKnewKsuperconductingKsltcXlikeKternaryKsilicidesK”SslaYfхiaYfTcandK
”SyaaYfхiaYfTcSwhereK”K´ KuaWKхrKandKtaTYKJournalhofhPhysicshCondensedhMatterWK2003WKbfWK“febX“fef 1.8 31

198 tandKstructureKofKsuperconductingKdodecaboridesKYtbcKandKZrtbcYKPhysicshofhthehSolidhStateWK2003WK
efWKbeckXbede 0.8 31
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197 wlectronicKstructureKandKpropertiesKofKberylliumKoxideYKInorganichMaterialsWK2009WKefWKccdXcde 0.9 30

196 “ocalizationKofKvacanciesKandKmobilityKofKlithiumKionsKinK“icZr—dKasKobtainedKbyKgWh“iK–”МYKJournalh
ofhSolidhStatehChemistryWK2013WKcaiWKedXek 3.3 28

195 wlectronicKandK”agneticK ropertiesKofKхuperconductingKхreδcxecssc—gKδersusKхreхccxecssc—gYK
JournalhofhSuperconductivityhandhNovelhMagnetismWK2009WKccWKgbdXgbh 1.5 28

194 wlectronicKbandKstructureKandKxermiKsurfaceKforKnewKlayeredKsuperconductorK“a—aYfxaYftiхcKinK
comparisonKwithKparentKphaseK“a—tiхcKfromKfirstKprinciplesYKJETPhLettersWK2013WKkgWKhgkXhhe 1.2 27

193 wlectronicKbandKstructureKofKnewKâ��bccâ��KpnictogenXfreeKsuperconductorKхr dcyecKasKcomparedKwithK
хr–icyecKandKхr–icsscKfromKfirstKprinciplesKcalculationsYKPhysicahB:hCondensedhMatterWK2010WKeafWKdcbdXdcbg2.8 27

192 wlectronicKandKelasticKpropertiesKofKnonXoxideKantiXperovskitesKfromKfirstKprincipleslK
хuperconductingKudu–idKinKcomparisonKwithKmagneticK…nu–idYKPhysicalhReviewhBWK2008WKhhWK 3.3 26

191
хtructuralWKelasticKandKelectronicKpropertiesKandKformationKenergiesKforKhexagonalKSεaYfslaYfTuKinK
comparisonKwithKbinaryKcarbidesKεuKandKsleudKfromKfirstXprinciplesKcalculationsYKPhysicahB:h
CondensedhMatterWK2008WKeadWKcgfeXcggb

2.8 26

190 –ewKsuperconductorKwithKaKlayeredKcrystalKstructurelK–ickelKoxybismuthideK“a—bâ��˛·–itiYKJETPh
LettersWK2008WKihWKgekXgfb 1.2 25

189 wlectronicKbandKstructureKandKchemicalKbondingKinKtheKnewKantiperovskitesKss–”gdKandKхb–”gdYK
JournalhofhSolidhStatehChemistryWK2004WKbhhWKgbXge 3.3 25

188 wlectronicKpropertiesKofKtheKnovelKbiXKKsuperconductingKYcudKasKcomparedKwithKeXKKYucKfromKfirstK
principlesKcalculationsYKSolidhStatehCommunicationsWK2004WKbdbWKccdXcch 1.6 24

187 wlectronicKstructureKandKthermoelectricKpropertiesKofKskutteruditeKcompoundsYKJournalhofhPhysicsh
CondensedhMatterWK2004WKbgWKkhkXkih 1.8 24

186 wlectronicKpropertiesKofKhexagonalKtungstenKmonocarbideKShXεuTKwithKddKimpuritiesKfromK
firstXprinciplesKcalculationsYKPhysicahB:hCondensedhMatterWK2009WKeaeWKbiihXbikb 2.8 23

185 wlectronicKstructureKandKmagneticKpropertiesKofKxeduKwithKddKandKedKimpuritiesYKPhysicahStatush
SolidihrBs:hBasichResearchWK2007WKceeWKbkhbXbkib 1.3 23

184 αhoriumKcompoundsKwithKnonXmetalslKwlectronicKstructureWKchemicalKbondWKandKphysicochemicalK
propertiesYKJournalhofhStructuralhChemistryWK2008WKekWKdeiXdha 0.9 23

183 wlectronicKpropertiesKofKnewKuaSslxхibâ��xKTcKandKхrSyaxхibâ��xKTcKsuperconductorsKinKcrystallineKandK
nanotubularKstatesYKJETPhLettersWK2002WKhgWKbikXbkd 1.2 23

182 wlectronicKbandKstructureKandKxermiKsurfaceKofKtetragonalKlowXtemperatureKsuperconductorKtic dK
asKpredictedKfromKfirstKprinciplesYKJournalhofhSuperconductivityhandhNovelhMagnetismWK2013WKcgWKbXe 1.5 22

181 wlectronicKpropertiesKofKnovelKgKKKsuperconductorK“ixe KinKcomparisonKwithK“ixessKfromKfirstK
principlesKcalculationsYKSolidhStatehCommunicationsWK2010WKbfaWKbfcXbfg 1.6 22

180 wlasticKandKelectronicKpropertiesKofKtheKnewKperovskiteXlikeKsuperconductorKZn––idKinKcomparisonK
withK”gu–idYKPhysicahStatushSolidihrBs:hBasichResearchWK2010WKcehWKhcXhg 1.3 22
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179 –ovelKmagneticKhalfXmetallicKmaterialsKbasedKonKionicKinsulatorsKdopedKwithKnonmagneticK
impuritieslK”g—KVKtWKuWK–KхystemsYKTechnicalhPhysicshLettersWK2007WKddWKfebXfee 0.7 22

178
wlectronicKstructureKandKmagneticKpropertiesKofKdoubleKperovskitesKхrcxe”—gKS”KoKхcWKαiWKYYYWK–iWKuuTK
accordingKtoKtheKdataKofKx“s εXyysKbandKstructureKcalculationsYKJournalhofhStructuralhChemistryWK
2008WKekWKhibXhih

0.9 22

177 хtructuralWKluminescenceWKandKelectronicKpropertiesKofKtheKalkalineKmetalXstrontiumK
cyclotetravanadatesK”cхrSδ—dTeWKS”o–aWKKWKМbWKusTYKPhysicalhReviewhBWK2005WKhcWK 3.3 22

176 wlectronicKpropertiesKandKchemicalKbondingKinKquaternaryKarsenideKoxidesK“aZnss—KandKYZnss—YK
MaterialshChemistryhandhPhysicsWK2009WKbbgWKbckXbdd 4.4 21

175 wlectronicKstructureKandKxermiKsurfaceKofKtheKsuperconductorsK“a–iti—KandK“auuti—KfromKfirstK
principlesYKPhysicalhReviewhBWK2008WKhiWK 3.3 21

174 –onXstoichiometricKsXWKpXKandKdXmetalKdiborideslKsynthesisWKpropertiesKandKsimulationYKRussianh
ChemicalhReviewsWK2008WKhhWKeghXeig 6.8 21

173 хtructuralWKelectronicWKmagneticKandKelasticKpropertiesKofKtetragonalKlayeredKdiselenideKKuocхecK
fromKfirstKprinciplesKcalculationsYKPhysicahB:hCondensedhMatterWK2012WKeahWKchbXchf 2.8 20

172 tandKstructureWKelasticKandKmagneticKpropertiesWKandKstabilityKofKantiperovskitesK”u–idS”KoKYKâ��KsgTK
accordingKtoKx“s εXyysKcalculationsYKPhysicshofhthehSolidhStateWK2007WKekWKbhaeXbhbe 0.8 20

171 wlectronicKbandKstructureKofKthoriumKhydrideslKαhzcKandKαhezbfYKPhysicahB:hCondensedhMatterWK
2007WKdikWKckgXdab 2.8 19

170 sbKinitioKcalculationsKofKtheKelectronicKpropertiesKofKnewKsuperconductingKnanolaminateslK–bcхnuK
andK–bcхubâ��xYKDokladyhPhysicalhChemistryWK2006WKebbWKdbhXdcb 0.8 19

169 αheKinfluenceKofKoxygenKvacanciesKonKtheKelectronicKandKmagneticKpropertiesKofKperovskiteXlikeK
хrxe—dXxYKJournalhofhPhysicshandhChemistryhofhSolidsWK2006WKghWKbedgXbedk 3.9 19

168 хtructuralWKelectronicKpropertiesKandKinterXatomicKbondingKinKlayeredKchalcogenideKoxidesK“a”uh—K
SwhereK”KoKuuWKsgWKandKuhKoKхWKхeTKfromKx“s εXyysKcalculationsYKSolidhStatehSciencesWK2012WKbeWKikXkd 3.4 18

167 хtructuralWKelasticKandKelectronicKpropertiesKofKnewKantiperovskiteXlikeKternaryKnitridesKsl––idWK
ya––idKandK…n––idKasKpredictedKfromKfirstKprinciplesYKComputationalhMaterialshScienceWK2010WKekWKefhXegb3.2 18

166 wlectronicKbandKstructureKandKinterXatomicKbondingKinKtetragonalKti—uuхKasKaKparentKphaseKforK
novelKlayeredKsuperconductorsYKSolidhStatehCommunicationsWK2010WKbfaWKgeaXged 1.6 18

165 wlectronicKstructureKofKtheKnewK”gu–idKsuperconductorKandKrelatedKintermetallicKcompoundsYKJETPh
LettersWK2001WKheWKbccXbch 1.2 18

164
хtructuralWKelectronicKpropertiesKandKintraXatomicKbondingKinKnewKαhurcхicXlikeKarsenidesKхrМucsscWK
taМucsscWKхrМhcsscKandKtaМhcsscKfromKfirstKprinciplesKcalculationsYKSolidhStatehCommunicationsWK
2009WKbekWKbigaXbigf

1.6 17

163 wlasticKpropertiesKofKsingleXKandKpolycrystallineK“axess—WKхrxecsscWKandK“ixessKbasicKphasesKforK
newKxessKsuperconductorsYKTechnicalhPhysicshLettersWK2009WKdfWKkgbXkgd 0.7 17

162 хtructuralWKelasticWKelectronicKandKmagneticKpropertiesKofKperovskiteXlikeKuodεuWKМhdεuKandK…rdεuK
fromKfirstKprinciplesKcalculationsYKSolidhStatehSciencesWK2010WKbcWKibeXibh 3.4 17

(2010-2007)

5



161 vesignKofKnovelKmagneticKmaterialsKbasedKonKZruuхissXlikeKsemiconductingKpnictideXoxidesKfromK
firstXprinciplesKcalculationsYKSolidhStatehCommunicationsWK2010WKbfaWKcagkXcahb 1.6 17

160 хtructuralWKvibrationalWKelectronicWKandKluminescenceKpropertiesKofKtheKcyclotetravanadatesK
sc”Sδ—dTeKSso–aWsgmK”ouaWхrTYKPhysicalhReviewhBWK2008WKhhWK 3.3 17

159 xirstXprinciplesKstudyKonKtheKstructuralWKcohesiveKandKelectronicKpropertiesKofKrhombohedralK”octfK
asKcomparedKwithKhexagonalK”otcYKPhysicahB:hCondensedhMatterWK2007WKdihWKbieXbik 2.8 17

158 wnergyXbandKstructureKofKtheKsSхnbâ��xK”xT—dKSsKoKuaWKхrWKtamK”KoK”nWKxeWKuoTKperovskiteXtypeK
phaseslKsKsearchKforKnewKmagneticKsemimetalsYKSemiconductorsWK2006WKeaWKbcgbXbcgf 0.7 17

157 ”agnetizationKofKberylliumKoxideKinKtheKpresenceKofKnonmagneticKimpuritieslKtoronWKcarbonWKandK
nitrogenYKJETPhLettersWK2007WKifWKcegXcfa 1.2 16

156 tandKstructureKandKpropertiesKofKpolymorphicKmodificationsKofKlowerKtungstenKcarbideKεcuYK
PhysicshofhthehSolidhStateWK2008WKfaWKbecaXbecg 0.8 16

155 αheKbandKstructuresKofKsuperconductingK”gtcKandKtheKisostructuralKcompoundsKuayacWKsgtcWK
sutcWKZrtecWKandKzftecYKPhysicshofhthehSolidhStateWK2001WKedWKccbdXccbi 0.8 16

154 хtructuralWKelasticWKandKelectronicKpropertiesKofKnewKcbbK”sηKphaseK–bcyeuKfromKfirstXprinciplesK
calculationsYKPhysicahB:hCondensedhMatterWK2013WKebaWKecXei 2.8 15

153 хtructuralKandKelectronicKpropertiesKandKtheKfermiKsurfaceKofKtheKnewKnonXcentrosymmetricK
superconductorslKdYgKKKua…rхidKandKcYdKKKua tхidYKJETPhLettersWK2010WKkcWKdedXdeh 1.2 15

152 wlectronicKandKelasticKpropertiesKofKperovskiteXlikeKεd–iuWKεd–i–KandKuodεuKfromKfirstXprinciplesK
calculationsYKPhysicahStatushSolidihrBs:hBasichResearchWK2009WKcegWKbgegXbgfb 1.3 15

151
αrendsKinKstabilityWKelasticKandKelectronicKpropertiesKofKcubicKМhWK…rWK dKandK tKcarbidesKdependingKonK
carbonKcontentlK”uKversusK”euKfromKfirstXprinciplesKcalculationsYKJournalhofhPhysicshandhChemistryh
ofhSolidsWK2010WKhbWKiadXiak

3.9 15

150 wffectKofKmetalKvacanciesKonKtheKbandKstructureKofK–bWKZrWKandKYKdiboridesYKPhysicshofhthehSolidhStateWK
2003WKefWKbgbhXbgcb 0.8 15

149 хtabilityWKstructuralWKelasticWKandKelectronicKpropertiesKofKpolymorphsKofKtheKsuperconductingK
disilicideKY…rcхicYKPhysicahB:hCondensedhMatterWK2011WKeagWKdfcfXdfda 2.8 14

148 tandKstructureKofKхrxessxKandKuaxessxâ��theKbaseKphasesKofKaKnewKgroupKofKoxygenXfreeKxessK
superconductorsYKJETPhLettersWK2008WKiiWKgidXgih 1.2 14

147 wlasticWKelectronicKpropertiesKandKintraXatomicKbondingKinKorthorhombicKandKtetragonalKpolymorphsK
ofKtaZncsscKfromKfirstXprinciplesKcalculationsYKJournalhofhAlloyshandhCompoundsWK2014WKfidWKbaaXbaf 5.7 13

146 wlectronicKstructureKofKcubicKtungstenKsubnitrideKεc–KinKcomparisonKtoKhexagonalKandKcubicK
tungstenKmononitridesKε–YKJournalhofhStructuralhChemistryWK2010WKfbWKbkkXcad 0.9 13

145 wlectronicKandKmagneticKpropertiesKofKberylliumKoxideKwithKddKimpuritiesKfromKfirstXprinciplesK
calculationsYKPhysicahB:hCondensedhMatterWK2007WKeaaWKehXfc 2.8 13

144 αhoriteKversusKhuttonitelKstabilityWKelectronicKpropertiesKandKηXrayKemissionKspectraKfromK
firstXprincipleKcalculationsYKPhysicshandhChemistryhofhMineralsWK2006WKddWKfefXffc 1.6 13
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143 wlectronicKbandKstructureWKopticalKabsorptionWKandKphotocatalyticKactivityKofKironXdopedKanataseYK
PhysicshofhthehSolidhStateWK2013WKffWKbkadXbkbc 0.8 12

142 хtructuralWKelectronicKpropertiesKandKchemicalKbondingKinKprotonatedKlithiumKmetallatesK“icâ��xKzKxK
”—dKS”KoKαiWKZrWKхnTYKJournalhofhStructuralhChemistryWK2011WKfcWKbaedXbafa 0.9 12

141
хtructuralWKwlectronicK ropertiesKandKxermiKхurfaceKofKαhurcхicXαypeKαetragonalKKxecхcWKKxecхecWK
andKKxecαecK hasesKasK arentKхystemsKofK–ewKαernaryK…ronXuhalcogenideKхuperconductorsYK
JournalhofhSuperconductivityhandhNovelhMagnetismWK2011WKceWKccbfXcccb

1.5 12

140 sbKinitioKcalculationKofKtheKelectronicKstructureWKxermiKsurfaceWKandKelasticKpropertiesKofKtheKnewK
hYfXKKsuperconductorK–bc…nuYKJETPhLettersWK2010WKkbWKebaXebe 1.2 12

139 αheKinfluenceKofKnitrogenKvacanciesKonKtheKmagneticKandKelectronicKpropertiesKofKrutheniumK
mononitridelKxirstXprinciplesKstudyYKJournalhofhMagnetismhandhMagnetichMaterialsWK2009WKdcbWKdgceXdgck 2.8 12

138 wlectronicKandKelasticKpropertiesKofKtheKsuperconductingKnanolaminateKαic…nuYKPhysicshofhthehSolidh
StateWK2009WKfbWKbgaiXbgbc 0.8 12

137 αungstenKcarbidesKandKnitridesKandKternaryKsystemsKbasedKonKthemlKtheKelectronicKstructureWK
chemicalKbondingKandKpropertiesYKRussianhChemicalhReviewsWK2010WKhkWKgbbXgde 6.8 12

136 ”sy–wα…Zsα…—–K—xKtwМY““…β”K”—–—η…vwKSte—TKε…αz—βαK”sy–wα…uK…” βМ…α…wхlKsK
x…МхαX М…–u… “wхKхαβvYYKInternationalhJournalhofhModernhPhysicshBWK2008WKccWKekihXekkc 1.1 12

135 wlectronicKstructureKandKstabilityKofKthoriumKcarbonitridesYKPhysicahStatushSolidihrBs:hBasichResearchWK
2007WKceeWKdbkiXdcaf 1.3 12

134 wlasticKpropertiesKofKthoriumKceramicsKαhηKSηKoKuWK–WK—WK WKssWKхbWKхWKхeTYKTechnicalhPhysicshLettersWK
2007WKddWKbciXbdb 0.7 12

133 ”agneticKpropertiesKandKelectronicKstructureKofKtheK“aya—dKperovskiteKdopedKwithKnickelYKPhysicsh
ofhthehSolidhStateWK2008WKfaWKcbcbXcbcg 0.8 12

132 wffectsKofKatomicKrelaxationKandKtheKelectronicKstructureKofKniobiumKSbaaTKandKSbbaTKsurfacesYK
PhysicshofhMetalshandhMetallographyWK2006WKbacWKgaeXgba 1.2 12

131 tismuthKtitanateKpyrochloresKdopedKbyKalkalineKearthKelementslKxirstXprinciplesKcalculationsKandK
experimentalKstudyYKSolidhStatehIonicsWK2018WKdbhWKbidXbik 3.3 11

130 wlectronicKхtructureWK”echanicalKandKvynamicalKхtabilityKofKzexagonalKхubcarbidesK”cuKS”KoKαcWK
МuWKМhWK dWKМeWK—sWK…rWKandK tTlKsbK…nitioKualculationsYKPhysicshofhthehSolidhStateWK2018WKgaWKcbdXcce 0.8 11

129
wlectronicKbandsWKxermiKsurfaceWKandKelasticKpropertiesKofKnewKeYcKKsuperconductorKхr tssKwithKaK
honeycombKstructureKfromKfirstKprinciplesKcalculationsYKPhysicahC:hSuperconductivityhandhItsh
ApplicationsWK2011WKehbWKfkeXfkg

1.3 11

128 uompositionKofKberylliumKoxideKceramicsYKRefractorieshandhIndustrialhCeramicsWK2011WKfbWKdhhXdib 1.1 11

127 wlectronicKstructureKandKmagneticKpropertiesKofKxeduKwithKcpKandKdpKimpuritiesYKPhysicahStatush
SolidihrBs:hBasichResearchWK2009WKcegWKcbghXcbhb 1.3 11

126 …nfluenceKofKcarbonWKnitrogenKandKoxygenKimpuritiesKonKtheKductilityKandKelectronicKpropertiesKofKfccK
iridiumlKxirstXprinciplesKstudyYKSolidhStatehCommunicationsWK2009WKbekWKbiahXbiak 1.6 11

(2009-2013)
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125 sbKinitioKcalculationsKofKtheKstabilityKandKstructuralKdefectsKofKtheKtcKuuxxebâ��xKslKphasesYKPhysicshofh
thehSolidhStateWK2007WKekWKbcfdXbcfi 0.8 11

124 tendingKofK”g—KtubeslK”echanicallyKinducedKhexagonalKphaseKofKmagnesiumKoxideYKPhysicalh
ReviewhBWK2007WKhfWK 3.3 11

123  hotocatalyticK ropertiesKofKtiαi—KSKoKaWKaYfTK yrochloreslKzybridKvxαKualculationsKandKwxperimentalK
хtudyYKInorganichChemistryWK2020WKfkWKbcdifXbcdkg 5.1 11

122 wxperimentalKinvestigationKandKabKinitioKcalculationKofKtheKpropertiesKofKхcXWKinXdopedKbismuthK
titanatesKwithKtheKpyrochloreKtypeKstructureYKPhysicshofhthehSolidhStateWK2017WKfkWKekfXfad 0.8 10

121 хynthesisKandKcharacterisationKofKnewK”—S—zTcKS”KoKZrWKzfTKoxyhydroxidesKandKrelatedK“ic”—dK
saltsYKDaltonhTransactionsWK2014WKedWKchffXgd 4.3 10

120 uhargeKdistributionKandKmobilityKofKlithiumKionsKinK“icαi—dKfromKgWh“iK–”МKdataYKJournalhofh
StructuralhChemistryWK2013WKfeWKbbbXbbi 0.9 10

119
хtructuralWKelasticWKelectronicKpropertiesKandKstabilityKtrendsKofKbbbbXlikeKsilicideKarsenidesKandK
germanideKarsenidesK”uuηssKS”oαiWKZrWKzfmKηoхiWKyeTKfromKfirstKprinciplesYKJournalhofhAlloyshandh
CompoundsWK2012WKfddWKhbXhi

5.7 10

118 xirstXprinciplesKstudyKofKstructuralWKelasticKandKelectronicKpropertiesKofKthoriumKdicarbideKSαhucTK
polymorphsYKJournalhofhNuclearhMaterialsWK2009WKdkdWKbkcXbkg 3.3 10

117 wlasticKpropertiesKandKinterXatomicKbondingKinKnewKsuperconductorKKxecхecKfromKfirstKprinciplesK
calculationsYKSolidhStatehCommunicationsWK2011WKbfbWKghbXghd 1.6 10

116 wffectKofKspinXorbitKcouplingKonKstructuralWKelectronicWKandKmechanicalKpropertiesKofKcubicKthoriumK
monocarbideKαhuYKPhysicshofhthehSolidhStateWK2010WKfcWKcadkXcaed 0.8 10

115
wlectronicKandKmagneticKpropertiesKofKnewKquaternaryKoxybismuthidesK“a—”tiKSwhereK”KoKδWKurWK
â�ƒWK–iWKuuTKfromKfirstKprinciplesYKPhysicshLettersvhSectionhA:hGeneralvhAtomichandhSolidhStatehPhysicsWK
2008WKdhcWKfidiXfiea

2.3 10

114
wlectronicK ropertiesKandKxermiKхurfaceKforK–ewK“ayeredKzighXαemperatureKхuperconductorsK
uasxeesseKSsKoKKWKМbWKandKusTlKx“s εXyysKualculationsYKJournalhofhSuperconductivityhandhNovelh
MagnetismWK2018WKdbWKbgidXbgkc

1.5 10

113 sbK…nitioKandKwxperimentalK…nsightsKonKхtructuralWKwlectronicWK—pticalWKandK”agneticK ropertiesKofK
urXvopedKtiαi—YKInorganichChemistryWK2019WKfiWKkkaeXkkbf 5.1 9

112 хynthesisWKopticalKpropertiesWKandKphotocatalyticKactivityKofKlanthanideXdopedKanataseYKRussianh
JournalhofhInorganichChemistryWK2014WKfkWKckXdd 1.5 9

111 wlectronicKbandKstructureWKopticalKabsorptionKandKphotocatalyticKactivityKofKanataseKdopedKwithK
bismuthKorKcarbonYKJournalhofhAlloyshandhCompoundsWK2013WKfeiWKegXfb 5.7 9

110 wlasticKandKwlectronicK ropertiesKofKхuperconductingKua dKcKssKcKandKхr dKcKssKcKvsYK
–onXsuperconductingKta dKcKssKcYKJournalhofhSuperconductivityhandhNovelhMagnetismWK2014WKchWKbffXbgb 1.5 9

109 хtructuralWKelectronicWKelasticKpropertiesKandKchemicalKbondingKinK“a–ic cKandK“a–icyecKfromKfirstK
principlesYKIntermetallicsWK2012WKcgWKbXh 3.5 9

108 zydrogenXinducedKenhancementKofKductilityKofKfccKiridiumlKsKfirstXprinciplesKstudyYKMaterialshLetters
WK2009WKgdWKcebdXcebf 3.3 9

Igor R Shein
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107 sbKinitioKstudyKofKelasticKandKelectronicKpropertiesKofKcubicKthoriumKpnictidesKαh nKandKαhd neKS nK
oK WKssWKandKхbTYKSolidhStatehSciencesWK2010WKbcWKcbagXcbbc 3.4 9

106 —riginKofKincompressibilityKandKhardnessKfromKelectronicKandKmechanicalKpropertiesKofKhardK
materialKrutheniumKdiborideYKSolidhStatehCommunicationsWK2010WKbfaWKbakfXbaki 1.6 9

105 uesiumKadsorptionKonKtheK˛†cXyassSaabTKsurfaceYKJournalhofhExperimentalhandhTheoreticalhPhysicsWK
2007WKbaeWKfkaXgab 1 9

104 wffectKofKchromiumKonKtheKelectronicKstructureKandKmagneticKpropertiesKofKcementiteYKPhysicshofh
MetalshandhMetallographyWK2008WKbafWKfgiXfhd 1.2 9

103 sbKinitioKthermodynamicKcharacteristicsKofKtheKformationKofKoxygenKvacanciesWKandKboronWKcarbonWK
andKnitrogenKimpurityKcentersKinKanataseYKPhysicshofhthehSolidhStateWK2018WKgaWKdhXei 0.8 8

102
wlectronicWKopticalKpropertiesKandKchemicalKbondingKinKsixKnovelKbbbbXlikeKchalcogenideKfluoridesK
s”uhxKSsoхrWKtamK”ouuWKsgmKandKuhoхWKхeWKαeTKfromKfirstKprinciplesKcalculationsYKJournalhofhSolidh
StatehChemistryWK2012WKbkgWKgabXgag

3.3 8

101 sbKinitioKpredictionsKofKstabilityKandKelectronicKpropertiesKofKcubicKrhodiumKcarbidesKМhuxKasK
dependentKonKcarbonKcontentYKPhysicahStatushSolidihwhRapidhResearchhLettersWK2009WKdWKcbiXcca 2.5 8

100 хtructuralWKelasticWKelectronicKandKmagneticKpropertiesKofKαhurcхicKfromKfirstXprinciplesKcalculationsYK
SolidhStatehCommunicationsWK2011WKbfbWKbbgfXbbgi 1.6 8

99 −uinatel–s S TVXoxidoreductaseKfromK“arixKsibiricalKpurificationWKcharacterizationKandKfunctionYK
TreeshwhStructurehandhFunctionWK1995WKbaWKeg 2.6 8

98 tandKstructureKofKnewKlayeredKsuperconductorsKtaМhc cKandKta…rc cYKJETPhLettersWK2009WKikWKdfhXdgb 1.2 7

97 wlectronicKstructureKofKtungstenKaluminumKcarbidesKεcsluKandKεslucYKRussianhJournalhofhInorganich
ChemistryWK2009WKfeWKbeddXbedk 1.5 7

96 tandKstructureKofKaKnewKSbgâ��biKKTKsuperconductorK“ixessKcomparedKtoK“iaYfxessKandK“iuossYKJETPh
LettersWK2008WKiiWKdckXddd 1.2 7

95 хhortXrangeKatomicKorderKinKxectKpowdersYKPhysicshofhMetalshandhMetallographyWK2007WKbadWKehaXeia 1.2 7

94 stomicKmodelsKofKnonXstoichiometricKlayeredKdiboridesK”bâ��xtcKS”KoK”gWKslWKZrKandK–bTKfromKfirstK
principlesYKPhysicahC:hSuperconductivityhandhItshApplicationsWK2008WKegiWKccceXccci 1.3 7

93 wlasticKpropertiesKofKcarbideWKnitrideWKandKborideKceramicsKwithKεuXtypeKstructuresYKTechnicalhPhysicsh
LettersWK2008WKdeWKiebXiee 0.7 7

92 –ewKhalfXmetallicKferromagnetslKvoubleKperovskitesKхМSxe”T—dKS”KoKхnWKαiWKZrTYKJETPhLettersWK2005WK
icWKccaXccd 1.2 7

91 wlasticKpropertiesKandKchemicalKbondingKinKfluoritelikeKtectWKsltetWK”gtetWKandK–atetYKJournalhofh
StructuralhChemistryWK2005WKegWKfdfXfdh 0.9 7

90 sbKinitioKprobingKofKtheKelectronicKbandKstructureKandKxermiKsurfaceKofKfluorineXdopedKε—dKasKaK
novelKlowXαKuKsuperconductorYKJETPhLettersWK2012WKkfWKggXgk 1.2 6

(2012-2010)
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89
wlectronicKbandKstructureKandKinterXatomicKbondingKinKlayeredKbbbbXlikeKαhXbasedKpnictideKoxidesK
αhuu —WKαhuuss—WKαhsg —WKandKαhsgss—KfromKfirstKprinciplesKcalculationsYKComputationalh
MaterialshScienceWK2011WKfaWKchdgXchea

3.2 6

88 хtructuralWKelectronicWKandKmagneticKpropertiesKofKtungstenKoxycarbidesKεubâ��x—xKandKε—dâ��xuxK
fromKfirstKprinciplesKcalculationsYKPhysicahStatushSolidihrBs:hBasichResearchWK2011WKceiWKciieXcikc 1.3 6

87 tandKstructureKofKSхrdхcc—fTxecsscKasKaKpossibleKbasisKphaseKofKnewKxessKsuperconductorsYKJETPh
LettersWK2009WKikWKebXef 1.2 6

86 хtructuralWKelectronicWKandKmagneticKpropertiesKofKuau–idWKхru–idWKandKtau–idKantiperovskitesKinK
comparisonKtoKsuperconductingK”gu–idYKJournalhofhStructuralhChemistryWK2010WKfbWKbhaXbhc 0.9 6

85 αheKinfluenceKofKcarbonKnonXstoichiometryKonKtheKelectronicKpropertiesKofKthoriumKmonocarbideK
αhuYKSolidhStatehSciencesWK2010WKbcWKbfiaXbfie 3.4 6

84 хtabilityWKstructuralWKelasticKandKelectronicKpropertiesKofKМu–KpolymorphsKfromKfirstXprinciplesK
calculationsYKSolidhStatehCommunicationsWK2010WKbfaWKkfdXkfg 1.6 6

83 wlectronicKstructureKofKcubicKthoriumKmonocarbideKandKhexaborideYKDokladyhPhysicalhChemistryWK
2006WKeahWKbagXbak 0.8 6

82 wlectronicKtandKхtructureKofKtheKxluoriteXlikeKtoridesKsltetWK”gtetWKandK–atetYKInorganich
MaterialsWK2003WKdkWKgkeXgkf 0.9 6

81 wffectKofKlatticeKvacanciesKonKtheKbandKstructureKofKtheKsgf bc—gKternaryKoxideYKPhysicshofhthehSolidh
StateWK2005WKehWKfkk 0.8 6

80
xeKandKuKdopedKαi—cKwithKdifferentKaggregateKarchitecturelKхynthesisWKopticalWKspectralKandK
photocatalyticKpropertiesWKfirstXprincipleKcalculationYKJournalhofhPhysicshandhChemistryhofhSolidsWK2017
WKbbbWKehdXeig

3.9 5

79
sbKinitioKstudyKofKtheKnatureKofKtheKchemicalKbondKandKelectronicKstructureKofKtheKlayeredKphaseK
uabaS tessiTSxecsscTfKasKaKparentKsystemKinKtheKsearchKforKnewKsuperconductingKironXcontainingK
materialsYKTheoreticalhandhExperimentalhChemistryWK2011WKehWKckcXckf

1.3 5

78 wlectronicKstructureKofKtungstenKcarbonitridesKεubâ��xK–KxYKJournalhofhStructuralhChemistryWK2009WKfaWKbXk 0.9 5

77 wlectronicKbandKstructureKandKxermiKsurfaceKofKnewKdYhKKKsuperconductorK“iuuc cKfromK
firstXprinciplesKcalculationsYKPhysicahC:hSuperconductivityhandhItshApplicationsWK2011WKehbWKccgXcci 1.3 5

76 wlectronicKstructureKofKαiXdopedKхreхccxecssc—gKasKaKpossibleKparentKphaseKforKtheKnewKxessK
superconductorsYKOpenhPhysicsWK2010WKiWK 1.3 5

75 хingleKcrystalsKandKlightXtransmittingKte—XceramicKforKelectronicKtechnologyYKRefractorieshandh
IndustrialhCeramicsWK2010WKfbWKbghXbhb 1.1 5

74 βltrasoundKvelocityKandKabsorptionKinKte—WKslc—dWKZr—cWKandKхi—cKceramicsYKInorganichMaterialsWK
2007WKedWKbdgbXbdge 0.9 5

73 wffectKofKmetalKvacanciesKonKtheKenergyKparametersKofKsXWKpXWKandKdXmetalKdiboridesYKRussianhJournalh
ofhInorganichChemistryWK2007WKfcWKcdiXceb 1.5 5

72 хimulationKofKtheKstructuralWKelectronicWKandKmagneticKpropertiesKofKxedubâ��xKtxKborocementitesYK
PhysicshofhthehSolidhStateWK2007WKekWKcckiXcdac 0.8 5

Igor R Shein
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71 wlectronicKpropertiesKofKsuperconductingKternaryKalloysKSuaWKхrWKtaTSyabâ��xхixTcKwithKsltcXlikeK
structureYKComputationalhMaterialshScienceWK2006WKdgWKcadXcag 3.2 5

70 xirstXprincipleKquantumXchemicalKcalculationsKofKseveralKthermomechanicalKparametersKofKberylliumK
ceramicsYKRefractorieshandhIndustrialhCeramicsWK2006WKehWKdbaXdbd 1.1 5

69 …mpurityKcentersKandKelectronicKbandKstructureKofKlithiumXdopedKcadmiumKoxideYKCeramicsh
InternationalWK2018WKeeWKbhdbdXbhdbi 5.1 5

68
хtructuralWKelasticKandKelectronicKpropertiesKofKnewKlayeredKsuperconductorKzfuuyecKinKcomparisonK
withKisostructuralKzfuuхicWKZruuyecWKandKZruuхicKfromKfirstXprinciplesKcalculationsYKIntermetallicsWK
2013WKecWKbdaXbdg

3.5 4

67 wlectronicKbandKstructureKandKopticalKabsorptionKofKnanotubularKzincKoxideKdopedKwithK…ronWKuobaltWK
orKuopperYKPhysicshofhthehSolidhStateWK2013WKffWKcefaXcefi 0.8 4

66 sbKinitioKpredictionKofKnewKdvXlikeKphasesKαhuuхissWKαhuuyessKandKtheirKstructuralWKmechanicalWK
andKelectronicKpropertiesYKJournalhofhMaterialshScienceWK2012WKehWKghebXgheh 4.3 4

65 ”agneticKandKwlectronicK ropertiesKofK–itrogenXvopedK“anthanumKхesquioxideK“ac—dKasK redictedK
fromKxirstK rinciplesYKJournalhofhSuperconductivityhandhNovelhMagnetismWK2011WKceWKbgkdXbgkg 1.5 4

64 uhemicalKbondingKinK“axess—WKхrxecsscWKandK“ixesslKtasicKphasesKofKnewKbiâ��fgKKKsuperconductorsYK
JournalhofhStructuralhChemistryWK2009WKfaWKffcXfff 0.9 4

63 tandKstructureKofKaKnewKlayeredK“ad–ie e—cKsuperconductorYKJETPhLettersWK2009WKikWKcifXcik 1.2 4

62 wffectKofKhighKdosesKonKtheKхiK“KcWdKxXrayKemissionKspectraKofKsiliconKimplantedKwithKironKionsKunderK
steadyXstateKconditionsYKPhysicshofhthehSolidhStateWK2007WKekWKhfXib 0.8 4

61 δacancyXinducedKmagnetismKofKberylliumKmonoxideYKJournalhofhStructuralhChemistryWK2007WKeiWKbbefXbbeh0.9 4

60 wnergyKbandKstructureKandKηXrayKspectraKofKphenakiteKtecхi—eYKPhysicshofhthehSolidhStateWK2008WKfaWKgbfXgca0.8 4

59 wlectronicKpropertiesKofKαhхi—eKpolymorphsKSthoriteKandKhuttoniteTKfromKfirstKprinciplesK
calculationsYKPhysicahStatushSolidihrBs:hBasichResearchWK2006WKcedWKМeeXМeg 1.3 4

58 wnergyKtandsKandKuhemicalKtindingKinK”gu–idKхuperconductorYKJournalhofhStructuralhChemistryWK
2002WKedWKbgiXbhb 0.9 4

57 wlectronicKхtructureKandKuhemicalKtondingKinKurystallineKandK–anosizedKxormsKofK”agnesiumK
viborideYKDokladyhPhysicalhChemistryWK2003WKdiiWKedXeh 0.8 4

56 wlectronicKstructureKofK˛–Xslc—dKinKtheKbulkKandKonKtheKsurfaceYKRussianhPhysicshJournalWK2005WKeiWKbbchXbbdd0.7 4

55  ressureXinducedKzirconKtoKmonaziteKphaseKtransitionKinKYbâ��Ñ�K“aKÑ�K —elKxirstXprinciplesKcalculationsYK
JournalhofhStructuralhChemistryWK2016WKfhWKbfbdXbfbi 0.9 4

54 ”etalXmetalKbondKexcitationKinKcolloidalKsolutionKofK–bхYKSpectrochimicahActahwhParthA:hMolecularhandh
BiomolecularhSpectroscopyWK2017WKbhkWKegXfa 4.4 3

(2017-2006)
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53 хtructuralWKelectronicWKmechanicalWKandKmagneticKpropertiesKandKrelativeKstabilityKofKpolymorphicK
modificationsKofKМe–cKfromKsbKinitioKcalculationKdataYKPhysicshofhthehSolidhStateWK2013WKffWKbicbXbicf 0.8 3

52 wlasticK ropertiesKofK–ewK tXbasedKхuperconductorsKua td KandKхr td KasKwvaluatedKfromK
xirstX rinciplesKualculationsYKJournalhofhSuperconductivityhandhNovelhMagnetismWK2013WKcgWKdbghXdbha 1.5 3

51 xirstXprinciplesKcalculationsKofKelasticKandKelectronicKpropertiesKofKtetragonalKαhc–iucKasKaKparentK
phaseKforKnewKsuperconductorsYKJournalhofhAlloyshandhCompoundsWK2013WKffbWKddiXdec 5.7 3

50 –anotubesKofKlayeredKironXbasedKsuperconductorslKхimulationsKofKatomicKstructureKandKelectronicK
propertiesYKComputationalhMaterialshScienceWK2011WKfaWKiceXich 3.2 3

49 …nfluenceKofKcarbonKvacanciesKonKtheKelectronicKpropertiesKofKsolidKsolutionsKinKtheKεXslXuKsystemK
fromKfirstKprinciplesKcalculationsYKDokladyhPhysicalhChemistryWK2009WKeceWKbeXbg 0.8 3

48
wlectronicKbandKstructureKandKxermiKsurfaceKofKnewKlowXtemperatureK–iXbasedKsuperconductorslK
dYdKKS–ic cTSхreхcc—gTKandKcYhKKS–icsscTSхreхcc—gTKfromKfirstKprinciplesYKPhysicahB:hCondensedh
MatterWK2011WKeagWKghgXgic

2.8 3

47 tandKstructureKofKnewKlayeredKarsenidesKхrМucsscKandKtaМucsscYKPhysicshofhthehSolidhStateWK2010WK
fcWKgXbb 0.8 3

46 wlectronicKstructureKandKmagneticKpropertiesKofKМhzKxKSxKoKaYcfWKbYaaWKbYddTKrhodiumKhydridesK
accordingKtoKtheKx“s εXyysKbandKcalculationKdataYKJournalhofhStructuralhChemistryWK2010WKfbWKkfgXkfk 0.9 3

45 хynthesisWKcrystalKstructureWKandKelectronicKpropertiesKofKdoubleKorthovanadateKхrcticZdKSδ—eTcYK
DokladyhPhysicalhChemistryWK2007WKebfWKbigXbik 0.8 3

44 wlectronicKstructureKofKtetragonalKthoriumKsilicateKinKcomparisonKwithKthoriumKdioxideYKDokladyh
PhysicalhChemistryWK2006WKeakWKbkiXcab 0.8 3

43 …nteratomicKinteractionsKandKelectronicKstructureKofK–bхecKandK–bbYcfхecKnanotubesYKJournalhofh
StructuralhChemistryWK2004WKefWKfehXffg 0.9 3

42
хtructuralWKelasticKandKelectronicKpropertiesKofK…rXbasedKcarbidesXantiperovskitesK…rKdK”KuKSK”K´ o´ αiWK
ZrWK–bKandKαaTKasKpredictedKfromKfirstXprinciplesKcalculationsYKComputationalhCondensedhMatterWK
2017WKbbWKgaXgi

1.7 3

41 ”echanicalKpropertiesKandKelectronicKstructureKofKzirconlKsbKinitoKx“s εXyysKcalculationsYK
InorganichMaterials:hAppliedhResearchWK2012WKdWKhXba 0.6 2

40 αheKinfluenceKofKoxygenKdeficiencyKonKstructuralKandKelectronicKpropertiesKofKlayeredK
superconductorKSxecsscTSхreδc—gâ��xKTYKJournalhofhMaterialshScienceWK2012WKehWKdggdXdggi 4.3 2

39 wffectKofKfluorineWKnitrogenWKandKcarbonKimpuritiesKonKtheKelectronicKandKmagneticKpropertiesKofK
ε—dYKSemiconductorsWK2013WKehWKheaXhee 0.7 2

38 αheKeffectKofKarsenicKvacanciesKonKtheKelectronicKandKmagneticKpropertiesKofK“axessbâ��x—YKJournalh
ofhMagnetismhandhMagnetichMaterialsWK2013WKddfWKcbXch 2.8 2

37 wlectronicKandKmechanicalKpropertiesWKphaseKstabilityWKandKformationKenergiesKofKpointKdefectsKofK
niobiumKboronitrideK–bct–YKPhysicshofhthehSolidhStateWK2017WKfkWKbeibXbekb 0.8 2

36
αrendsKinKstructuralWKelectronicKpropertiesKandKxermiKsurfaceKtopologyKofKbfKtetragonalK
αhurcхicXtypeKphasesKsxecuhcWKwhereKsKoK“iWK–aWKKWKМbWKandKusmKuhKoKхWKхeWKandKαeWKasKparentKsystemsK
ofKnewKternaryKironâ��chalcogenideKsuperconductorsYKComputationalhMaterialshScienceWK2012WKgaWKbXg

3.2 2
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35 wlectronicWKmagneticKpropertiesKandKcorrelationKeffectsKinKtheKlayeredKquaternaryKironKoxyselenideK
–acxecхec—KfromKfirstKprinciplesYKSolidhStatehCommunicationsWK2012WKbfcWKbkgkXbkhc 1.6 2

34 …mpurityX…nducedK”agnetizationKofK“ayeredKхemiconductorK“auuхe—KasK redictedKfromK
xirstX rinciplesKualculationsYKJournalhofhSuperconductivityhandhNovelhMagnetismWK2012WKcfWKbfakXbfbd 1.5 2

33 ”agnetizationKofKzirconKinducedKbyKddKimpuritieslKsbKinitioKcalculationsYKDokladyhPhysicalhChemistryWK
2011WKediWKkaXkd 0.8 2

32
хtructuralWKelectronicKpropertiesKandKinterXatomicKbondingKinKlayeredKironâ��pnictideKoxidesK
SxecsscTSхre—gTWKwhereK”KareK”gKandKαiYKPhysicshLettersvhSectionhA:hGeneralvhAtomichandhSolidhStateh
PhysicsWK2011WKdhfWKcahfXcahi

2.3 2

31
хtructuralWKelasticKandKelectronicKpropertiesKofKmetastableKdiamondXlikeKαiWKxeKandKZnK
monocarbideslKvensityKfunctionalXbasedKtightKbindingKcalculationsYKDiamondhandhRelatedhMaterialsWK
2007WKbgWKcedXceh

3.5 2

30 ”olecularKdynamicsKsimulationsKofKdefectKformationKinKthinKgraphiteKfilmsKusingKtheKdensityK
functionalKtightXbindingKmethodYKJournalhofhStructuralhChemistryWK2016WKfhWKiaiXibb 0.9 2

29 хtructureKandKαhermodynamicKuharacteristicsKofK…mpurityKuentersKinK“ithiumXvopedKuadmiumK
—xidelKanKsbK…nitioK awXхtudyYKJournalhofhStructuralhChemistryWK2018WKfkWKcfdXcga 0.9 1

28 uorrelatedKbandKstructureKofKsuperconductingK–dxess—aYkxaYblKvynamicalKmeanXfieldKstudyYKJETPh
LettersWK2013WKkiWKdhdXdhh 1.2 1

27 sbK…nitioK robingKofKtheK”agneticKandKwlectronicK ropertiesKofKαhurcхicX“ikeKuhargeXtalancedK
KxesgαecYKJournalhofhSuperconductivityhandhNovelhMagnetismWK2012WKcfWKbfbXbfe 1.5 1

26
sbKinitioK robingKofK”agneticKandKwlectronicK ropertiesKofK”onoclinicK˛µXε—dKvopedKwithKddK
αransitionK”etalsKεithinKyysKandKyysVβYKJournalhofhSuperconductivityhandhNovelhMagnetismWK2013WK
cgWKcdedXcdeg

1.5 1

25 хtructuralWKelectronicWKandKmagneticKpropertiesKofKlayeredKcobaltKpnictideKoxidesK
SuocsscTSхreхcc—gTKandKSuoc cTSхreхcc—gTKfromKfirstKprinciplesYKSolidhStatehSciencesWK2011WKbdWKidhXiec 3.4 1

24 cd–aK–”МKinKbinaryKlithiumXsodiumKcobaltiteYKBulletinhofhthehRussianhAcademyhofhSciences:hPhysicsWK
2011WKhfWKbbfhXbbfk 0.4 1

23
xermiKsurfaceWKstructuralKandKelectronicKpropertiesKofKαhurcхicXtypeKchargeXbalancedKKxecssхelKsK
parentKsystemKforKtheKgroupKofKmixedKpnictideXchalcogenideKsuperconductorsYKPhysicalhReviewhBWK
2011WKieWK

3.3 1

22 wffectKofKedKmetalKimpuritiesKonKtheKstructureWKelectronicKpropertiesWKandKstabilityKofKhexagonalKεuK
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18 wlectronicKstructureKandKformationKenergiesKofKnonstoichiometricKdichalcogenidesK”KxKηcâ��yKS—�KoK
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