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l Paper IF Citations

216 –−o’₆−‘JsS”—sSS“hJaJmodularJandJopenWsourceJsoftwareJprojectJforJquantumJsimulationsJofJ
materialsXJJournalcofcPhysicscCondensedcMatterVJ2009VJ][VJagccZ] 1.8 13251

215 ”hononsJandJrelatedJcrystalJpropertiesJfromJdensityWfunctionalJperturbationJtheoryXJReviewscofc
ModerncPhysicsVJ2001VJeaVJc[cWcd] 40.5 5812

214 ureenQsWfunctionJapproachJtoJlinearJresponseJinJsolidsXJPhysicalcReviewcLettersVJ1987VJcfVJ[fd[W[fdb 7.4 1546

213 obJinitioJcalculationJofJphononJdispersionsJinJsemiconductorsXJPhysicalcReviewcBVJ1991VJbaVJe]a[We]b] 3.3 1348

212 pandJoffsetsJinJlatticeWmatchedJheterojunctionshJoJmodelJandJfirstWprinciplesJcalculationsJforJ
uaosYolosXJPhysicalcReviewcLettersVJ1988VJd[VJeabWeae 7.4 465

211 obJinitioJcalculationJofJtheJmacroscopicJdielectricJconstantJinJsiliconXJPhysicalcReviewcBVJ1986VJaaVJeZ[eWeZ][3.3 406

210 ₆amingJmultipleJvalencyJwithJdensityJfunctionalshJoJcaseJstudyJofJdefectiveJceriaXJPhysicalcReviewcBVJ
2005VJe[VJ 3.3 347

209 slectronicJandJatomisticJstructuresJofJcleanJandJreducedJceriaJsurfacesXJJournalcofcPhysicalc
ChemistrycBVJ2005VJ[ZgVJ]]fdZWe 3.4 314

208 onharmonicJ”hononJzifetimesJinJSemiconductorsJfromJrensityWtunctionalJ”erturbationJ₆heoryXJ
PhysicalcReviewcLettersVJ1995VJecVJ[f[gW[f]] 7.4 270

207 ₆urboJchargingJtimeWdependentJdensityWfunctionalJtheoryJwithJzanczosJchainsXJJournalcofcChemicalc
PhysicsVJ2008VJ[]fVJ[cb[Zc 3.9 207

206 obJinitioJcalculationJofJphononJdispersionsJinJwwWαwJsemiconductorsXJPhysicalcReviewcBVJ1993VJbeVJacffWacg]3.3 196

205 —eptationJ–uantumJ‘onteJqarlohJoJ‘ethodJforJ−nbiasedJuroundWStateJoveragesJandJ
wmaginaryW₆imeJqorrelationsXJPhysicalcReviewcLettersVJ1999VJf]VJbebcWbebf 7.4 184

204 sfficientJapproachJtoJtimeWdependentJdensityWfunctionalJperturbationJtheoryJforJopticalJ
spectroscopyXJPhysicalcReviewcLettersVJ2006VJgdVJ[[aZZ[ 7.4 166

203 slectronicJstructureJofJsurfaceWsupportedJbisRphthalocyaninatoSJterbiumRwwwSJsingleJmolecularJ
magnetsXJNanocLettersVJ2008VJfVJaadbWf 11.5 165

202 —eplyJtoJâ��qommentJonJâ��₆amingJmultipleJvalencyJwithJdensityJfunctionalshJoJcaseJstudyJofJdefectiveJ
ceriaQJâ��XJPhysicalcReviewcBVJ2005VJe]VJ 3.3 161

201 ”iezoelectricJpropertiesJofJwwwWαJsemiconductorsJfromJfirstWprinciplesJlinearWresponseJtheoryXJ
PhysicalcReviewcLettersVJ1989VJd]VJ]fcaW]fcd 7.4 161

200 uβJquasiparticleJspectraJfromJoccupiedJstatesJonlyXJPhysicalcReviewcBVJ2010VJf[VJ 3.3 155
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199 αibrationalJandJdielectricJpropertiesJofJqdZJfromJdensityWfunctionalJperturbationJtheoryXJJournalcofc
ChemicalcPhysicsVJ1994VJ[ZZVJfcaeWfcag 3.9 150

198 StructureJandJthermodynamicsJofJSixue[WxJalloysJfromJabJinitioJ‘onteJqarloJsimulationsXJPhysicalc
ReviewcLettersVJ1991VJddVJ][[dW][[g 7.4 144

197
turbo₆rrt₆Jâ��JoJcodeJforJtheJsimulationJofJmolecularJspectraJusingJtheJziouvilleâ��zanczosJapproachJ
toJtimeWdependentJdensityWfunctionalJperturbationJtheoryXJComputercPhysicscCommunicationsVJ2011
VJ[f]VJ[ebbW[ecb

4.2 133

196 tirstWprinciplesJcodesJforJcomputationalJcrystallographyJinJtheJ–uantumWsS”—sSS“JpackageXJ
ZeitschriftcFurcKristallographiecrcCrystallinecMaterialsVJ2005VJ]]ZVJ 1 122

195 ₆emplatedJgrowthJofJmetalWorganicJcoordinationJchainsJatJsurfacesXJAngewandtecChemiecrc
InternationalcEditionVJ2005VJbbVJd[b]Wc 16.4 118

194 ”hononJspectraJofJultrathinJuaosYolosJsuperlatticeshJonJabJinitioJcalculationXJPhysicalcReviewcBVJ
1990VJb[VJafeZWafea 3.3 110

193 tirstWprinciplesJcalculationJofJtheJthermalJpropertiesJofJsilverXJPhysicalcReviewcBVJ1999VJcgVJgdcWgdg 3.3 109

192 vydrogenJandJcoordinationJbondingJsupramolecularJstructuresJofJtrimesicJacidJonJquR[[ZSXJJournalc
ofcPhysicalcChemistrycAVJ2007VJ[[[VJ[]cfgWdZa 2.8 107

191 StructureVJrotationalJdynamicsVJandJsuperfluidityJofJsmallJ“qSWdopedJveJclustersXJPhysicalcReviewc
LettersVJ2003VJgZVJ[babZ[ 7.4 104

190 ”hononJdispersionsJinJuaxol[WxosJalloysXJPhysicalcReviewcLettersVJ1990VJdcVJfbWfe 7.4 104

189 ‘etabolicJsyndromeJandJmajorJdepressionXJCNScSpectrumsVJ2014VJ[gVJ]gaWaZb 1.8 98

188 ₆uningJbandJoffsetsJatJsemiconductorJinterfacesJbyJintralayerJdepositionXJPhysicalcReviewcBVJ1991VJ
baVJeabeWeacZ 3.3 98

187 “ptimalJrepresentationJofJtheJpolarizationJpropagatorJforJlargeWscaleJuβJcalculationsXJPhysicalc
ReviewcBVJ2009VJegVJ 3.3 95

186 sffectsJofJdisorderJonJtheJ—amanJspectraJofJuaosYolosJsuperlatticesXJPhysicalcReviewcBVJ1992VJbcVJb]fZWb]ff3.3 87

185 ˛–jWl˛†JphaseJtransitionJinJtinhJoJtheoreticalJstudyJbasedJonJdensityWfunctionalJperturbationJtheoryXJ
PhysicalcReviewcBVJ1998VJceVJ[Zb][W[Zb]a 3.3 86

184 ‘agnonsJinJrealJmaterialsJfromJdensityWfunctionalJtheoryXJPhysicalcReviewcBVJ2000VJd[VJ—dbcgW—dbd] 3.3 85

183 SurfaceJ”recursorsJandJ—eactionJ‘echanismsJforJtheJ₆hermalJ—eductionJofJurapheneJpasalJ
SurfacesJ“xidizedJbyJotomicJ“xygenXJJournalcofcPhysicalcChemistrycCVJ2011VJ[[cVJbeaZWbeae 3.8 82

182 rensityWfunctionalJtheoryJofJtheJdielectricJconstanthJuradientWcorrectedJcalculationJforJsiliconXJ
PhysicalcReviewcBVJ1994VJbgVJca]aWca]f 3.3 81

(1994-1994)
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181 rependenceJofJtheJcrystalJlatticeJconstantJonJisotopicJcompositionhJ₆heoryJandJabJinitioJ
calculationsJforJqVJSiVJandJueXJSolidcStatecCommunicationsVJ1994VJgZVJ]gcW]ge 1.6 81

180 ₆imeWdependentJdensityJfunctionalJtheoryJstudyJofJsquaraineJdyeWsensitizedJsolarJcellsXJChemicalc
PhysicscLettersVJ2009VJbecVJbgWca 2.5 79

179 oJrelationshipJbetweenJoxytocinJandJanxietyJofJromanticJattachmentXJClinicalcPracticecandc
EpidemiologycincMentalcHealthVJ2006VJ]VJ]f 3.2 79

178 wnteractionJofJhydrogenJwithJceriumJoxideJsurfaceshJaJquantumJmechanicalJcomputationalJstudyXJ
JournalcofcPhysicalcChemistrycBVJ2006VJ[[ZVJ[gafZWc 3.4 77

177 slasticJconstantsJofJcrystalsJfromJlinearWresponseJtheoryXJPhysicalcReviewcLettersVJ1987VJcgVJ]dd]W]ddc 7.4 73

176 ‘onitoringJtwoWdimensionalJcoordinationJreactionshJdirectedJassemblyJofJcoWterephthalateJ
nanosystemsJonJouR[[[SXJJournalcofcPhysicalcChemistrycBVJ2006VJ[[ZVJcd]eWa] 3.4 72

175 vighWpressureJthermalJexpansionVJbulkJmodulusVJandJphononJstructureJofJdiamondXJPhysicalcReviewc
BVJ1999VJdZVJgbbbWgbbg 3.3 70

174 ‘icroscopicJtheoryJandJquantumJsimulationJofJatomicJheatJtransportXJNaturecPhysicsVJ2016VJ[]VJfZWfb 16.2 63

173 sngineeringJtheJreactivityJofJmetalJcatalystshJaJmodelJstudyJofJmethaneJdehydrogenationJonJ
—hR[[[SXJJournalcofcthecAmericancChemicalcSocietyVJ2004VJ[]dVJ[dea]Wa 16.4 63

172 “xygenJdissociationJbyJconcertedJactionJofJdiWironJcentersJinJmetalWorganicJcoordinationJnetworksJ
atJsurfaceshJmodelingJnonWhemeJironJenzymesXJNanocLettersVJ2011VJ[[VJcb[bW]Z 11.5 60

171 sxactWexchangeJextensionJofJtheJlocalWspinWdensityJapproximationJinJatomshJqalculationJofJtotalJ
energiesJandJelectronJaffinitiesXJJournalcofcChemicalcPhysicsVJ1983VJegVJd[bZWd[bb 3.9 60

170 qomputationalJspectroscopyJofJheliumWsolvatedJmoleculeshJeffectiveJinertiaVJfromJsmallJveJclustersJ
towardJtheJnanodropletJregimeXJJournalcofcChemicalcPhysicsVJ2005VJ[]aVJ[[baZd 3.9 57

169 “xygenJselfWdiffusionJinJalphaWquartzXJPhysicalcReviewcLettersVJ2001VJfdVJbcdbWe 7.4 56

168 StructureJandJphaseJstabilityJofJuaxwn[Wx”JsolidJsolutionsJfromJcomputationalJalchemyXJPhysicalc
ReviewcLettersVJ1994VJe]VJbZZ[WbZZb 7.4 56

167 ₆emperatureWdependentJsurfaceJrelaxationsJofJogR[[[SXJPhysicalcReviewcBVJ1999VJcgVJgeZWgeb 3.3 53

166 ₆heoryJofJtheJonomalousJ—ayleighJrispersionJatJvYβR[[ZSJSurfacesXJPhysicalcReviewcLettersVJ1996VJ
eeVJ]bg[W]bgb 7.4 50

165 ”lateletJserotoninJtransporterJinJpatientsJwithJdiarrheaWpredominantJirritableJbowelJsyndromeJ
bothJbeforeJandJafterJtreatmentJwithJalosetronXJAmericancJournalcofcGastroenterologyVJ2003VJgfVJ]eZcW[[0.7 49

164 tirstJprinciplesJthermoelasticityJofJ‘gSi“aWperovskitehJqonsequencesJforJtheJinferredJpropertiesJofJ
theJlowerJmantleXJGeophysicalcResearchcLettersVJ2001VJ]fVJ]dggW]eZ] 4.9 49
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163 ”harmacokineticsJandJpharmacodynamicsJofJpsychotropicJdrugshJeffectJofJsexXJCNScSpectrumsVJ2013
VJ[fVJ[[fW]e 1.8 48

162 ‘ethaneJdehydrogenationJonJ—hnquR[[[ShJaJfirstWprinciplesJstudyJofJaJmodelJcatalystXJJournalcofc
thecAmericancChemicalcSocietyVJ2006VJ[]fVJ[]bbfWcb 16.4 48

161 —otationalJdynamicsJofJq“JsolvatedJinJsmallJveJclustershJaJquantumJ‘onteJqarloJstudyXJJournalcofc
ChemicalcPhysicsVJ2004VJ[]ZVJgZe[Wd 3.9 45

160 snergyWlevelJalignmentJinJorganicJdyeWsensitizedJ₆i“]JfromJuβJcalculationsXJJournalcofcChemicalc
PhysicsVJ2013VJ[agVJZ[beZg 3.9 43

159 turbo₆rrt₆J]XZâ��vybridJfunctionalsJandJnewJalgorithmsJwithinJtimeWdependentJdensityWfunctionalJ
perturbationJtheoryXJComputercPhysicscCommunicationsVJ2014VJ[fcVJ]ZfZW]Zfg 4.2 43

158 ₆heJwnteractionJofJsthyleneJwithJ”erfectJandJrefectiveJogRZZ[SJSurfacesXJJournalcofcPhysicalc
ChemistrycBVJ2002VJ[ZdVJgfagWgfbd 3.4 43

157 odsorptionJofJatomicJoxygenJonJogRShJaJstudyJbasedJonJdensityWfunctionalJtheoryXJSurfacecScienceVJ
2002VJcZ[VJ[f]W[gZ 1.8 42

156 qognitiveVJpsychologicalJandJpsychiatricJeffectsJofJionizingJradiationJexposureXJCurrentcMedicinalc
ChemistryVJ2012VJ[gVJ[fdbWg 4.3 41

155 ’onlinearJpiezoelectricityJinJqd₆eXJPhysicalcReviewcBVJ1993VJbeVJ[d]c]W[d]cd 3.3 41

154 ₆hirdWorderJdensityWfunctionalJperturbationJtheoryhJoJpracticalJimplementationJwithJapplicationsJtoJ
anharmonicJcouplingsJinJSiXJSolidcStatecCommunicationsVJ1994VJg[VJf[aWf[d 1.6 41

153 ‘odelingJheatJtransportJinJcrystalsJandJglassesJfromJaJunifiedJlatticeWdynamicalJapproachXJNaturec
CommunicationsVJ2019VJ[ZVJafca 17.4 39

152 wncreasedJdensityJofJtheJplateletJserotoninJtransporterJinJautismXJPharmacopsychiatryVJ2000VJaaVJ[dcWf 2 38

151 sffectsJofJdisorderJonJtheJvibrationalJpropertiesJofJSiueJalloyshJtailureJofJmeanWfieldJ
approximationsXJPhysicalcReviewcLettersVJ1992VJdgVJ[gcgW[gd] 7.4 38

150 slectronicJstructureJofJwn”YuaZXbewnZXcaosJinterfacesXJPhysicalcReviewcBVJ1990VJb[VJ[][ZdW[][[Z 3.3 38

149 ₆heJreconstructionJofJnickelJandJrhodiumJRZZ[SJsurfacesJuponJcarbonVJnitrogenJorJoxygenJ
adsorptionsXJSurfacecScienceVJ1999VJbaeVJ[fW]f 1.8 36

148 onomalousJpressureWinducedJtransitionRsSJinJiceJXwXJPhysicalcReviewcLettersVJ2004VJg]VJ[ZccZ] 7.4 35

147 obJinitioJcalculationJofJtheJbandJoffsetJatJstrainedJuaosYwnosJRZZ[SJheterojunctionsXJPhysicalcReviewc
BVJ1993VJbfVJ[edZeW[ed[Z 3.3 35

146 ₆heJsurfaceJchemistryJofJmetalWoxygenJinteractionshJaJfirstWprinciplesJstudyJofJ“h—hR[[ZSXJSurfacec
ScienceVJ1997VJaeZVJ[ddW[ef 1.8 33

(1997-2013)
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145 odsorptionJofJchlorineJonJogR[[[ShJ’oJsubsurfaceJqlJatJlowJcoverageXJPhysicalcReviewcBVJ2008VJefVJ 3.3 33

144 ’ormalJandJobsessionalJjealousyhJaJstudyJofJaJpopulationJofJyoungJadultsXJEuropeancPsychiatryVJ
2003VJ[fVJ[ZdW[[ 6 32

143 ’europsychologicalJ₆estingJinJwnterventionalJqardiologyJStaffJafterJzongW₆ermJsxposureJtoJwonizingJ
—adiationXJJournalcofcthecInternationalcNeuropsychologicalcSocietyVJ2015VJ][VJdeZWd 3.1 31

142 ”lateletJ[av]paroxetineJbindingJinJpatientsJwithJ“qrWrelatedJdisordersXJPsychiatrycResearchVJ1999VJ
fgVJ]]aWf 9.9 31

141 “rderâ��disorderJphaseJboundaryJbetweenJiceJαwwJandJαwwwJobtainedJbyJfirstJprinciplesXJChemicalc
PhysicscLettersVJ2010VJbggVJ]adW]bZ 2.5 30

140 qomputerJsimulationJofJquantumJmeltingJinJhydrogenJclustersXJChemPhysChemVJ2005VJdVJ[ffbWf 3.2 30

139 ₆heJphononJspectraJofJzivJandJzirJfromJdensityWfunctionalJperturbationJtheoryXJSolidcStatec
CommunicationsVJ1996VJgfVJ]ZaW]Ze 1.6 30

138 ’eurobiologicalJcorrelatesJofJsocialJanxietyJdisorderhJanJupdateXJCNScSpectrumsVJ2015VJ]ZVJ[ZZW[[ 1.8 29

137 occurateJandJinexpensiveJpredictionJofJtheJcolorJopticalJpropertiesJofJanthocyaninsJinJsolutionXJ
JournalcofcPhysicalcChemistrycAVJ2015VJ[[gVJaf[dW]] 2.8 28

136 occurateJthermalJconductivitiesJfromJoptimallyJshortJmolecularJdynamicsJsimulationsXJScientificc
ReportsVJ2017VJeVJ[cfac 4.9 28

135 ouxiliaryWfieldJquantumJ‘onteJqarloJcalculationsJforJsystemsJwithJlongWrangeJrepulsiveJ
interactionsXJPhysicalcReviewcLettersVJ1993VJe[VJ[[bfW[[c[ 7.4 28

134 SerotoninJreceptorJofJtypeJdJRcWv₆dSJinJhumanJprefrontalJcortexJandJhippocampusJpostWmortemhJanJ
immunohistochemicalJandJimmunofluorescenceJstudyXJNeurochemistrycInternationalVJ2013VJd]VJ[f]Wf 4.4 27

133 snergeticallyJdrivenJreorganizationJofJaJmodifiedJcatalyticJsurfaceJunderJreactionJconditionsXJ
JournalcofcthecAmericancChemicalcSocietyVJ2005VJ[]eVJ]ac[We 16.4 27

132 ”hononJsofteningJandJhighWpressureJlowWsymmetryJphasesJofJcesiumJiodideXJPhysicalcReviewcLetters
VJ1992VJdgVJ[ZdgW[Ze] 7.4 27

131 qomputationalJspectroscopyJofJcarbonJmonoxideJisotopomersJinJheliumJclustersXJJournalcofc
PhysicalcChemistrycAVJ2007VJ[[[VJedbZWc 2.8 26

130 refectWcontrolledJtransportJpropertiesJofJmetallicJatomsJalongJcarbonJnanotubeJsurfacesXJPhysicalc
ReviewcLettersVJ2007VJggVJZbdfZa 7.4 26

129 SpinWflopJorderingJfromJfrustratedJferroWJandJantiferromagneticJinteractionshJaJcombinedJ
theoreticalJandJexperimentalJstudyJofJaJ‘nYteR[ZZSJmonolayerXJPhysicalcReviewcLettersVJ2005VJgcVJ[[e]Z[7.4 26

128 StructuralJandJelectronicJpropertiesJofJspinelJsemiconductorshJonJabJinitioJpseudopotentialJstudyJ
ofJ‘gwn]SXJPhysicalcReviewcBVJ1988VJafVJf]cfWf]da 3.3 26
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127 sxactWexchangeJextensionJofJtheJlocalWspinWdensityJapproximationJinJatomsXJwwXJ₆heJironJseriesXJ
JournalcofcChemicalcPhysicsVJ1984VJfZVJceZaWceZf 3.9 26

126 ”ropertiesJofJ”tWsupportedJqoJnanomagnetsJfromJrelativisticJdensityJfunctionalJtheoryJcalculationsXJ
PhysicalcReviewcBVJ2008VJefVJ 3.3 25

125 pehavioralJaddictionshJaJnovelJchallengeJforJpsychopharmacologyXJCNScSpectrumsVJ2014VJ[gVJbfdWgc 1.8 24

124 ’onW‘onoaminergicJ₆argetsJforJtheJrevelopmentJofJontidepressantshJtocusJonJ’europeptidesXJ
MinirReviewscincMedicinalcChemistryVJ2013VJ[aVJ]W[Z 3.2 24

123 zatestJadvancementsJonJserotoninJandJdopamineJtransportersJinJlymphocytesXJMinirReviewscinc
MedicinalcChemistryVJ2010VJ[ZVJa]WbZ 3.2 24

122 recreasedJdensityJofJtheJplateletJserotoninJtransporterJinJpathologicalJgamblersXJ
NeuropsychobiologyVJ2008VJceVJafWba 4 24

121 otomicJintermixingJinJshortJperiodJuaosYolosJsuperlatticesXJSurfacecScienceVJ1992VJ]deVJ[e[W[ec 1.8 24

120 SexW—elatedJrifferencesJinJ”lasmaJ“xytocinJzevelsJinJvumansXJClinicalcPracticecandcEpidemiologycinc
MentalcHealthVJ2019VJ[cVJcfWda 3.2 24

119 ”lasmaJ“xytocinJzevelsJinJ−ntreatedJodultJ“bsessiveWqompulsiveJrisorderJ”atientsXJ
NeuropsychobiologyVJ2015VJe]VJebWfZ 4 23

118
turbosszSâ��oJcodeJforJtheJsimulationJofJtheJelectronJenergyJlossJandJinelasticJXWrayJscatteringJ
spectraJusingJtheJziouvilleâ��zanczosJapproachJtoJtimeWdependentJdensityWfunctionalJperturbationJ
theoryXJComputercPhysicscCommunicationsVJ2015VJ[gdVJbdZWbdg

4.2 23

117 oJlinkJbetweenJoxytocinJandJserotoninJinJhumanshJsupportingJevidenceJfromJperipheralJmarkersXJ
EuropeancNeuropsychopharmacologyVJ2012VJ]]VJcefWfa 1.2 23

116 ”resenceJandJcharacterizationJofJtheJserotoninJtransporterJinJhumanJrestingJlymphocytesXJ
NeuropsychopharmacologyVJ1998VJ[gVJ[cbWg 8.7 23

115 ₆heoreticalJstudyJofJcubicJversusJtetragonalJstructuresJofJdefectJzincWblendeJsemiconductorshJ
qdwn]SebXJPhysicalcReviewcBVJ1989VJbZVJ[e]cW[ea[ 3.3 23

114 ristributionJofJserotoninJreceptorJofJtypeJdJRcWv₆â��SJinJhumanJbrainJpostWmortemXJoJpharmacologyVJ
autoradiographyJandJimmunohistochemistryJstudyXJNeurochemicalcResearchVJ2012VJaeVJg]ZWe 4.6 22

113 vighWpressureJlowWsymmetryJphasesJofJcesiumJhalidesXJPhysicalcReviewcBVJ1995VJc[VJfZdZWfZdf 3.3 22

112 pulkJandJinterfacialJstrainJinJSiYueJheterostructuresXJPhysicalcReviewcBVJ1994VJbgVJebgZWebgf 3.3 22

111 ₆heJneurobiologyJofJmoralJsensehJfactsJorJhypothesesmXJAnnalscofcGeneralcPsychiatryVJ2013VJ[]VJd 3.4 21

110 ulutamateJsystemJasJtargetJforJdevelopmentJofJnovelJantidepressantsXJCNScSpectrumsVJ2013VJ[fVJ[ffWgf1.8 21

(2013-1984)
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109 wtinerantJferromagneticJphaseJofJtheJvubbardJmodelXJPhysicalcReviewcBVJ2011VJfaVJ 3.3 21

108 ₆heoryJofJbandJoffsetsJatJsemiconductorJheterojunctionshJonJabWinitioJlinearJresponseJapproachXJ
SuperlatticescandcMicrostructuresVJ1989VJdVJa[Wae 2.8 21

107 SerotoninJreceptorsJofJtypeJdJRcWv₆dShJwhatJcanJweJexpectJfromJthemmXJCurrentcMedicinalcChemistry
VJ2011VJ[fVJ]efaWgZ 4.3 20

106 wmpulsivityVJgenderVJandJtheJplateletJserotoninJtransporterJinJhealthyJsubjectsXJNeuropsychiatricc
DiseasecandcTreatmentVJ2010VJdVJgW[c 3.1 20

105 uaugeJwnvarianceJofJ₆hermalJ₆ransportJqoefficientsXJJournalcofcLowcTemperaturecPhysicsVJ2016VJ[fcVJegWfd1.3 19

104 slectronJenergyJlossJandJinelasticJxWrayJscatteringJcrossJsectionsJfromJtimeWdependentJ
densityWfunctionalJperturbationJtheoryXJPhysicalcReviewcBVJ2013VJffVJ 3.3 19

103 αibrationalJbroadeningJofJxWrayJemissionJspectrahJoJfirstWprinciplesJstudyJonJdiamondXJPhysicalc
ReviewcBVJ1997VJccVJgdbgWgdcf 3.3 19

102 ‘olecularJdesignJofJphotoactiveJacenesJforJorganicJphotovoltaicsXJJournalcofcChemicalcPhysicsVJ2009
VJ[aZVJ[gbeZ[ 3.9 18

101 rt₆JstudyJofJaJweaklyJpiWbondedJq]vbJonJoxygenWcoveredJogR[ZZSXJJournalcofcPhysicalcChemistrycBVJ
2006VJ[[ZVJadeWed 3.4 18

100 qomputationalJspectroscopyJofJdopedJveJclustersXJComputercPhysicscCommunicationsVJ2005VJ[dgVJbZbWbZe4.2 18

99 ristributionJofJ[av]u—dcdaZJbindingJinJhumanJbrainJpostmortemXJNeurochemicalcResearchVJ2001VJ
]dVJ[feWgZ 4.6 18

98 sffectsJofJisotopicJdisorderJonJtheJ—amanJspectraJofJcrystalshJ₆heoryJandJabJinitioJcalculationsJforJ
diamondJandJgermaniumXJPhysicalcReviewcBVJ2000VJd[VJgafeWgag] 3.3 18

97 —omanticJattachmentJandJsubtypesYdimensionsJofJjealousyXJClinicalcPracticecandcEpidemiologycinc
MentalcHealthVJ2010VJdVJcaWf 3.2 17

96 octivatedJodsorptionJofJsthyleneJonJotomicW“xygenWqoveredJogR[ZZSJandJogR][ZShJJtormationJofJ
anJ“xametallacycleXJJournalcofcPhysicalcChemistrycCVJ2008VJ[[]VJ[Z[gW[Z]e 3.8 17

95 tastJhybridJdensityWfunctionalJcomputationsJusingJplaneWwaveJbasisJsetsXJElectroniccStructureVJ2019VJ
[VJZ[cZZg 2.6 16

94 SerotoninJ—eceptorsJofJ₆ypeJdJRcWv₆dShJtromJ’euroscienceJtoJqlinicalJ”harmacologyXJCurrentc
MedicinalcChemistryVJ2013VJ]ZVJae[Waee 4.3 16

93 ”refrontalJcortexVJdopamineVJandJjealousyJendophenotypeXJCNScSpectrumsVJ2013VJ[fVJdW[b 1.8 16

92 ’ormalisationJofJimmuneJcellJimbalanceJafterJpharmacologicalJtreatmentsJofJpatientsJsufferingJ
fromJobsessiveWcompulsiveJdisorderXJJournalcofcPsychopharmacologyVJ2009VJ]aVJcdeWea 4.6 16
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91 rynamicalWchargeJneutralityJatJaJcrystalJsurfaceXJPhysicalcReviewcBVJ1998VJceVJceb]Wcebc 3.3 16

90 olterationsJofJtheJdopamineJtransporterJinJrestingJlymphocytesJofJpatientsJwithJdifferentJ
psychoticJdisordersXJPsychiatrycResearchVJ2010VJ[ecVJcbWe 9.9 15

89 qommonJalterationsJinJtheJserotoninJtransporterJinJplateletsJandJlymphocytesJofJpsychoticJ
patientsXJPharmacopsychiatryVJ2006VJagVJacWf 2 15

88 odsorptionJofJethyleneJonJsteppedJogRSJsurfacesXJSurfacecScienceVJ2004VJcddWcdfVJ[Z[fW[Z]a 1.8 15

87
₆hermodynamicJpropertiesJandJlatticeJdynamicsJofJsilverJatJhighJpressurehJoJfirstWprinciplesJstudyXJ
ThecPhilosophicalcMagazine:cPhysicscofcCondensedcMattercBqcStatisticalcMechanicsqcElectronicqcOpticalc
andcMagneticcPropertiesVJ1999VJegVJg[[Wg[g

15

86 toodJaddictionJspectrumhJaJtheoreticalJmodelJfromJnormalityJtoJeatingJandJovereatingJdisordersXJ
CurrentcMedicinalcChemistryVJ2015VJ]]VJ[da[Wf 4.3 15

85 SelfWconsistentJcontinuumJsolvationJforJopticalJabsorptionJofJcomplexJmolecularJsystemsJinJ
solutionXJJournalcofcChemicalcPhysicsVJ2015VJ[b]VJZab[[[ 3.9 14

84 SamplingJ‘olecularJqonformersJinJSolutionJwithJ–uantumJ‘echanicalJoccuracyJatJaJ’earlyJ
‘olecularW‘echanicsJqostXJJournalcofcChemicalcTheorycandcComputationVJ2016VJ[]VJbafcWg 6.4 14

83 ₆opologicalJquantizationJandJgaugeJinvarianceJofJchargeJtransportJinJliquidJinsulatorsXJNaturec
PhysicsVJ2019VJ[cVJgdeWge] 16.2 14

82 varnessingJmolecularJexcitedJstatesJwithJzanczosJchainsXJJournalcofcPhysicscCondensedcMatterVJ2010
VJ]]VJZeb]Zb 1.8 14

81 Sixq[â��x“]JalloyshJoJpossibleJrouteJtoJstabilizeJcarbonWbasedJsilicaWlikeJsolidsmXJSolidcStatec
CommunicationsVJ2007VJ[bbVJ]eaW]ed 1.6 14

80 qoWadsorptionJofJethyleneJandJoxygenJonJtheJogRZZ[SJsurfaceXJSurfacecScienceVJ2003VJca]WcacVJ[g[W[ge 1.8 14

79 xealousyJandJsubthresholdJpsychopathologyhJaJserotonergicJlinkXJNeuropsychobiologyVJ2003VJbeVJ[]Wd 4 14

78 pindingJofJavWβw’WacVb]fJandJ[]cwW—₆wW[][JtoJhumanJplateletJmembranesXJNeurochemicalcResearch
VJ2006VJa[VJad[Wc 4.6 13

77 “xygenJvibrationsJinJ“â��ogRZJZJ[SXJSurfacecScienceVJ2003VJcaZVJ]dWad 1.8 13

76 qharacterizationJofJSiWdopedJuaosJcrossWsectionalJsurfacesJviaJabJinitioJsimulationsXJPhysicalcReviewc
BVJ2005VJe]VJ 3.3 13

75 recreasedJplateletJ[av]paroxetineJbindingJsitesJinJsuicideJattemptersXJPsychiatrycResearchVJ2001VJ
[ZaVJ[]cWa[ 9.9 13

74 sffectsJofJdisorderJonJtheJopticalJgapJofJRZnV‘gSRSVSeSXJAppliedcPhysicscLettersVJ1999VJecVJ]ebdW]ebf 3.4 13

(1999-1998)
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73 ”athologicalJgamblingJandJimpulsivityhJanJwtalianJstudyXJRivistacDicPsichiatriaVJ2014VJbgVJgcWg 3.1 13

72 ₆heJexpressionJofJplateletJserotoninJtransporterJRSs—₆SJinJhumanJobesityXJBMCcNeuroscienceVJ2013VJ
[bVJ[]f 3.2 12

71 ”resenceJandJcharacterizationJofJtheJdopamineJtransporterJinJhumanJrestingJlymphocytesXJ
NeurochemicalcResearchVJ2008VJaaVJ[Z[[Wd 4.6 12

70 wnosYuaSbRZZ[SJvalenceWbandJoffsethJwndependenceJofJinterfaceJcompositionJandJstrainXJAppliedc
PhysicscLettersVJ1996VJdgVJa][fWa]]Z 3.4 12

69 ”ressureWinducedJstructuralJinstabilityJofJcesiumJhalidesJfromJabJinitioJpseudopotentialJtechniquesXJ
PhysicalcReviewcBVJ1987VJacVJedcWedg 3.3 12

68 qurrentJ₆rendsJonJontipsychoticshJtocusJonJosenapineXJCurrentcMedicinalcChemistryVJ2016VJ]aVJ]]ZbW[d 4.3 12

67 ₆heJroleJofJplateletYlymphocyteJserotoninJtransporterJinJdepressionJandJbeyondXJCurrentcDrugc
TargetsVJ2013VJ[bVJc]]WaZ 3 12

66 —eptationJquantumJ‘onteJqarloJalgorithmJforJlatticeJvamiltoniansJwithJaJdirectedWupdateJschemeXJ
PhysicalcReviewcEVJ2010VJf]VJZbde[Z 2.4 11

65 ₆heJinflammatoryJhypothesisJofJmoodJspectrumJbroadenedJtoJfibromyalgiaJandJchronicJfatigueJ
syndromeXJClinicalcandcExperimentalcRheumatologyVJ2015VJaaVJS[ZgW[d 2.2 11

64 −nravelingJtheJmolecularJmechanismsJofJcolorJexpressionJinJanthocyaninsXJPhysicalcChemistryc
ChemicalcPhysicsVJ2019VJ][VJfeceWfedd 3.6 10

63 ‘ultimodelJopproachJtoJtheJ“pticalJ”ropertiesJofJ‘olecularJryesJinJSolutionXJJournalcofcChemicalc
TheorycandcComputationVJ2016VJ[]VJbb]aWg 6.4 10

62 [RaSv]WY‘WZg[c[W]JbindingJsitesJinJhumanJbrainJpostmortemXJNeurochemistrycInternationalVJ2009VJ
ccVJdbaWe 4.4 10

61 ₆hermalJbalneotherapyJinducesJchangesJofJtheJplateletJserotoninJtransporterJinJhealthyJsubjectsXJ
ProgresscincNeurorPsychopharmacologycandcBiologicalcPsychiatryVJ2007VJa[VJ[badWg 5.5 10

60 recreasedJinhibitoryJactivityJofJ”yqJinJ“qrJpatientsJafterJsixJmonthsJofJtreatmentXJ
PsychoneuroendocrinologyVJ2002VJ]eVJedgWed 5 10

59 “nWsurfaceJandJsubWsurfaceJoxygenJadsorptionJonJogR][ZShJαibrationalJpropertiesXJSurfacecScienceVJ
2005VJcfeVJcZWcb 1.8 10

58 ₆heJrelationshipJbetweenJepilepsyJandJdepressionhJanJupdateXJCurrentcMedicinalcChemistryVJ2013VJ
]ZVJ]fd[We 4.3 10

57 ’ovelJtreatmentJoptionsJofJbingeJeatingJdisorderXJCurrentcMedicinalcChemistryVJ2011VJ[fVJc[cgWdb 4.3 9

56 obJinitioJsimulationJofJphotoemissionJspectroscopyJinJsolidshJ”laneWwaveJpseudopotentialJapproachJ
withJapplicationsJtoJnormalWemissionJspectraJofJquRZZ[SJandJquR[[[SXJPhysicalcReviewcBVJ2008VJeeVJ 3.3 9
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55 recreasedJlymphocyteJdopamineJtransporterJinJromanticJloversXJCNScSpectrumsVJ2017VJ]]VJ]gZW]gb 1.8 8

54 ‘aleJaxillaryJextractsJmodifyJtheJaffinityJofJtheJplateletJserotoninJtransporterJandJimpulsivenessJinJ
womenXJPhysiologycandcBehaviorVJ2010VJ[ZZVJadbWf 3.5 8

53 ZeroWtemperatureJdynamicsJofJsolidJvbeJfromJquantumJ‘onteJqarloJsimulationsXJPhysicalcReviewcBVJ
2009VJfZVJ 3.3 8

52 obsoluteJtransitionJratesJforJrareJeventsJfromJdynamicalJdecouplingJofJreactionJvariablesXJPhysicalc
ReviewcLettersVJ2012VJ[ZgVJ[cZdZ[ 7.4 8

51 ₆heJstructureJandJphaseJstabilityJofJq“JadsorbatesJonJ—hR[[ZSXJSurfacecScienceVJ1997VJaf]VJzdddWzde[ 1.8 8

50 veatJandJchargeJtransportJinJv“JatJiceWgiantJconditionsJfromJabJinitioJmolecularJdynamicsJ
simulationsXJNaturecCommunicationsVJ2020VJ[[VJadZc 17.4 8

49 riscoveryJofJaJnaturalJcyanJbluehJoJuniqueJfoodWsourcedJanthocyaninJcouldJreplaceJsyntheticJ
brilliantJblueXJSciencecAdvancesVJ2021VJeVJ 14.3 8

48 sffectJofJαalproateJandJontidepressantJrrugsJonJqlozapineJ‘etabolismJinJ”atientsJβithJ”sychoticJ
‘oodJrisordersXJTherapeuticcDrugcMonitoringVJ2018VJbZVJbbaWbc[ 3.2 7

47 rimorphicJchangesJofJsomeJfeaturesJofJlovingJrelationshipsJduringJlongWtermJuseJofJ
antidepressantsJinJdepressedJoutpatientsXJJournalcofcAffectivecDisordersVJ2014VJ[ddVJ[c[Wc 6.6 7

46 recreasedJdensityJofJperipheralJbenzodiazepineJreceptorsJinJpsychiatricJpatientsJafterJaJsuicideJ
attemptXJLifecSciencesVJ2005VJeeVJa]dfWec 6.8 7

45 qorrelationJbetweenJplateletJalphaR]SWadrenoreceptorsJandJsymptomJseverityJinJmajorJdepressionXJ
NeuropsychobiologyVJ2001VJbbVJ[]]Wc 4 7

44 sffectsJofJisotopicJdisorderJonJtheJ—amanJspectraJofJcrystalshJtheoryJandJabJinitioJcalculationsJforJ
diamondJandJgermaniumXJComputationalcMaterialscScienceVJ2000VJ[eVJagcWagg 3.2 7

43 vartreeWtockJenergyJbandsJinJmolecularJcrystalshJSolidJhydrogenJinJtheJcubicJphaseXJPhysicalcReviewc
BVJ1984VJaZVJe[feWe[ga 3.3 7

42 ”roblematicJwnternetJuseJinJdrugJaddictsJunderJtreatmentJinJpublicJrehabJcentersXJWorldcJournalcofc
PsychiatryVJ2019VJgVJccWdb 3 7

41 SpinJdynamicsJfromJtimeWdependentJdensityJfunctionalJperturbationJtheoryXJEuropeancPhysicalc
JournalcBVJ2018VJg[VJ[ 1.2 7

40 StateWofWtheWorthJwnflammatoryJandJ‘etabolicJ‘arkersJinJ‘oodJrisordersXJLifeVJ2020VJ[ZVJ 3 6

39 ”lasmaJclomipramineJlevelsJinJadultJpatientsJwithJobsessiveWcompulsiveJdisorderXJInternationalc
ClinicalcPsychopharmacologyVJ2012VJ]eVJccWdZ 2.2 6

38 opproximateJtreatmentJofJsemicoreJstatesJinJuβJcalculationsJwithJapplicationJtoJouJclustersXJ
JournalcofcChemicalcPhysicsVJ2014VJ[bZVJ[]b[Z[ 3.9 5

(2014-2017)
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37 qlozapineJeffectsJonJadenylylJcyclaseJactivityJandJserotoninJtypeJ[oJreceptorsJinJhumanJbrainJ
postWmortemXJJournalcofcPsychopharmacologyVJ2014VJ]fVJa]ZWf 4.6 5

36 ”lasmaJfluvoxamineJlevelsJandJ“qrJsymptomsYresponseJinJadultJpatientsXJHumanc
PsychopharmacologyVJ2012VJ]eVJageWbZ] 2.3 5

35 SecondJmessengerJmodulationhJaJnovelJtargetJofJfutureJantidepressantsmXJCurrentcMedicinalc
ChemistryVJ2009VJ[dVJbdegWgZ 4.3 5

34 uenderJeffectJonJtheJrelationshipJbetweenJstressJhormonesJandJpanicWagoraphobicJspectrumJ
dimensionsJinJhealthyJsubjectsXJCNScSpectrumsVJ2012VJ[eVJ][bW]Z 1.8 5

33 qharacterizingJwnJandJ’JimpuritiesJinJuaosJfromJabJinitioJcomputerJsimulationJofJR[[ZSJ
crossWsectionalJS₆‘JimagesXJPhysicalcReviewcBVJ2007VJecVJ 3.3 5

32 ”harmacologicalJcharacterizationJofJtheJserotoninJtransporterJinJyoungJandJelderlyJsubjectsXJ
NeuropsychobiologyVJ2001VJbbVJefWfa 4 5

31 ₆hermalJandJ₆idalJsvolutionJofJ−ranusJwithJaJurowingJtrozenJqoreXJPlanetarycSciencecJournalVJ2021VJ
]VJ]]] 2.9 5

30 obJinitioJstudyJofJelectronJenergyJlossJspectraJofJbulkJbismuthJupJtoJ[ZZJeαXJPhysicalcReviewcBVJ
2017VJgcVJ 3.3 4

29 ‘etallizationJofJtheJqdZY—hR[ZZSJinterfaceJrevealedJbyJvalenceJphotoelectronJspectroscopyJandJ
densityJfunctionalJtheoryJcalculationsXJJournalcofcChemicalcPhysicsVJ2010VJ[a]VJ]abe[Z 3.9 4

28 −nravelingJexcitedJstatesJofJdopedJheliumJclustersXJJournalcofcPhysicalcChemistrycAVJ2007VJ[[[VJ[]ebgWca2.8 4

27 ”resenceJofJrbJdopamineJreceptorsJinJhumanJprefrontalJcortexhJaJpostmortemJstudyXJRevistac
BrasileiracDecPsiquiatriaVJ2007VJ]gVJ[bfWc] 2.6 4

26 ₆ubbyJproteinJinJhumanJlymphocytesJfromJnormalJweightJandJobeseJsubjectsXJClinicalcBiochemistryVJ
2007VJbZVJfZdWg 3.5 4

25 recreasedJlymphocyteJavWparoxetineJbindingJinJobsessiveWcompulsiveJdisorderXJ
NeuropsychobiologyVJ2003VJbeVJ[]fWaZ 4 4

24 veatJtransportJinJliquidJwaterJfromJfirstWprinciplesJandJdeepJneuralJnetworkJsimulationsXJPhysicalc
ReviewcBVJ2021VJ[ZbVJ 3.3 4

23 sffectivenessJofJ’almefeneJinJpingeJsatingJrisorderhJoJqaseJ—eportXJJournalcofcClinicalc
PsychopharmacologyVJ2016VJadVJ[ZaWb 1.7 4

22 osenapineJaugmentationJinJbipolarJdisordershJaJcaseJseriesXJClinicalcCasecReportscmdiscontinuednVJ
2016VJbVJbggWcZb 0.7 4

21 “pticalJpropertiesJofJanthocyaninsJinJtheJgasJphaseXJChemicalcPhysicscLettersVJ2015VJd[fVJ]bW]g 2.5 3

20 ₆reatmentJofJtheJobsessiveWcompulsiveJandJbipolarJdisordersJcomorbidityhJpharmacodynamicJandJ
pharmacokineticJevaluationXJExpertcOpinionconcDrugcMetabolismcandcToxicologyVJ2019VJ[cVJd[gWda[ 5.5 3
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19 wsJandrostadienoneJaJputativeJhumanJpheromonemXJCurrentcMedicinalcChemistryVJ2011VJ[fVJ[][aWg 4.3 3

18 qrossWsectionalJimagingJofJsharpJSiJinterlayersJembeddedJinJgalliumJarsenideXJAppliedcPhysicsc
LettersVJ2006VJffVJZ]][[c 3.4 3

17 ”lateletJalpha]WadrenoreceptorsJinJobsessiveWcompulsiveJdisorderXJNeuropsychobiologyVJ2004VJbgVJf[Wa 4 3

16 qhangesJinJperipheralJbenzodiazepineJreceptorsJinJpatientsJwithJbipolarJdisorderXJNeuropsychiatricc
DiseasecandcTreatmentVJ2005VJ[VJ[c[Wb 3.1 3

15 “xidationJStatesVJ₆houlessâ��J”umpsVJandJ’ontrivialJwonicJ₆ransportJinJ’onstoichiometricJ
slectrolytesXJPhysicalcReviewcXVJ2020VJ[ZVJ 9.1 3

14 ₆heJcomplexJinteractionsJamongJserotoninVJinsulinVJleptinVJandJglycolipidJmetabolicJparametersJinJ
humanJobesityXJCNScSpectrumsVJ2020VJ[W[Z 1.8 3

13 wnvarianceJprinciplesJinJtheJtheoryJandJcomputationJofJtransportJcoefficientsXJEuropeancPhysicalc
JournalcBVJ2021VJgbVJ[dZ 1.2 3

12 –sveathJonJopenWsourceJenergyJfluxJcalculatorJforJtheJcomputationJofJheatWtransportJcoefficientsJ
fromJfirstJprinciplesXJComputercPhysicscCommunicationsVJ2021VJ]dgVJ[ZfZgZ 4.2 3

11 wnflammatoryJandJmetabolicJmarkersJinJpatientsJwithJmoodJdisordersXJWorldcJournalcofcBiologicalc
PsychiatryVJ2021VJ]]VJ]]fW]ac 3.8 2

10 obsenceJofJ’y[JreceptorsJinJhumanJbloodJlymphocytesJandJgranulocytesXJNeuropsychobiologyVJ
2004VJcZVJ]][Wc 4 2

9 ’almefenehJoJ’ovelJrrugJforJanJ“ldJrisorderXJCurrentcMedicinalcChemistryVJ2015VJ]]VJa[d]Wf 4.3 2

8 recreasedJ”lasmaJ“xytocinJzevelsJinJ”atientsJβithJ”₆SrXJFrontierscincPsychologyVJ2021VJ[]VJd[]aaf 3.4 2

7 qariprazineJasJaJtherapeuticJoptionJforJschizophreniahJaJdrugJevaluationXJExpertcOpinionconc
PharmacotherapyVJ2021VJ]]VJb[cWb]d 4 2

6 sffectivenessJofJclozapineVJoxcarbazepineJandJrivastigmineJcombinationJinJaJbipolarJdisorderJ
patientJwithJinitialJcerebralJatrophyXJClinicalcCasecReportscmdiscontinuednVJ2020VJfVJ]cbW]ce 0.7 1

5 slectronJenergyJlossJspectroscopyJofJbulkJgoldJwithJultrasoftJpseudopotentialsJandJtheJ
ziouvilleWzanczosJmethodXJPhysicalcReviewcBVJ2020VJ[Z]VJ 3.3 1

4 ”sychopharmacologyJandJethnicityhJoJcomparativeJstudyJonJSenegaleseJandJwtalianJmenXJWorldc
JournalcofcBiologicalcPsychiatryVJ2020VJ][VJaZZWaZe 3.8 1

3 ₆heJ—elationshipsJpetweenJ“bsessiveWqompulsiveJrisorderJandJ”sychosishJonJ−nresolvedJwssueXJ
2020VJ[eVJ[bgW[ce 0

2 αibrationalJpropertiesJofJisolatedJolosJmonolayersJembeddedJinJuaoshJaJtheoreticalJstudyJofJtheJ
effectsJofJdisorderXJAppliedcSurfacecScienceVJ1992VJcdWcfVJd[eWd][ 6.7

(1992-2011)
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1 smotionalJpluntingVJqognitiveJwmpairmentVJponeJtracturesVJandJpleedingJasJ”ossibleJSideJsffectsJofJ
zongW₆ermJ−seJofJSS—wsXJ2019VJ[dVJecWfc
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