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l Paper IF Citations

160 nvogadrogHanHadvancedHsemanticHchemicalHeditorUHvisualizationUHandHanalysisHplatformWHJournalhofh
CheminformaticsUH2012UHaUHZd 8.6 3841

159 Xtal’ptgHnnHopenVsourceHevolutionaryHalgorithmHforHcrystalHstructureHpredictionWHComputerhPhysicsh
CommunicationsUH2011UHZe[UH]d[V]ed 4.2 211

158 nHlittleHbitHofHlithiumHdoesHaHlotHforHhydrogenWHProceedingshofhthehNationalhAcademyhofhScienceshofhtheh
UnitedhStateshofhAmericaUH2009UHZYcUHZdcaYV] 11.5 205

157 ·heoreticalHstudiesHofHtheHstructureHandHfunctionHofHzn’HQmethylaluminoxaneRWHProgresshinhPolymerh
ScienceUH2004UH[fUHZYdVZae 29.6 163

156 qensityHfunctionalHcalculationsHofHtheHZ]pH‘z HchemicalHshiftsHinHQfUYRHsingleVwalledHcarbonH
nanotubesWHJournalhofhthehAmericanhChemicalhSocietyUH2004UHZ[cUHZ]YdfVee 16.4 148

155 nHmolecularHperspectiveHonHlithiumVammoniaHsolutionsWHAngewandtehChemiehwhInternationalhEditionUH
2009UHaeUHeZfeV[][ 16.4 133

154 trapheneVlikeHooronVparbonV‘itrogenHzonolayersWHACShNanoUH2017UHZZUH[aecV[af] 16.7 110

153 qecompositionH–roductsHofH–hosphineHönderH–ressuregH–u[HStableHandHSuperconductinglWHJournalh
ofhthehAmericanhChemicalhSocietyUH2016UHZ]eUHZeeaVf[ 16.4 85

152
zodelingHtheHdynamicHequilibriumHbetweenHoligomersHofHQnl’pu]RnHinHmethylaluminoxaneHQzn’RWH
nHtheoreticalHstudyHbasedHonHaHcombinedHquantumHmechanicalHandHstatisticalHmechanicalHapproachWH
InorganichChemistryUH2001UHaYUH]cZVdY

5.1 85

151 –redictingHcrystalHstructuresHandHpropertiesHofHmatterHunderHextremeHconditionsHviaHquantumH
mechanicsgHtheHpressureHisHonWHPhysicalhChemistryhChemicalhPhysicsUH2015UHZdUH[fZdV]a 3.6 81

150 –ressureVstabilizedHsodiumHpolyhydridesgH‘auQnRHQnkZRWHPhysicalhReviewhLettersUH2011UHZYcUH[]dYY[ 7.4 80

149 uighVtemperatureHsuperconductivityHinHalkalineHandHrareHearthHpolyhydridesHatHhighHpressuregHnH
theoreticalHperspectiveWHJournalhofhChemicalhPhysicsUH2019UHZbYUHYbYfYZ 3.9 77

148 zetallizationHofHmagnesiumHpolyhydridesHunderHpressureWHPhysicalhReviewhBUH2013UHedUH 3.3 76

147 ·heoreticalHStudyHofHtheHvnteractionsHbetweenHpationsHandHnnionsHinHtroupHvüH·ransitionVzetalH
patalystsHforHSingleVSiteHuomogeneousH’lefinH–olymerizationWHOrganometallicsUH2002UH[ZUH[aaaV[ab] 3.8 75

146 rnantioselectiveHcopperVcatalyzedHcarboetherificationHofHunactivatedHalkenesWHAngewandtehChemieh
whInternationalhEditionUH2014UHb]UHc]e]Vd 16.4 71

145 –olyhydridesHofHtheHnlkalineHrarthHzetalsgHnHyookHatHtheHrxtremesHunderH–ressureWHJournalhofh
PhysicalhChemistryhCUH2013UHZZdUH[fe[V[ff[ 3.8 71

144 ·owardHtheHvdentificationHofHqormantHandHnctiveHSpeciesHinHzn’HQzethylaluminoxaneRVnctivatedUH
qimethylzirconoceneVpatalyzedH’lefinH–olymerizationWHOrganometallicsUH2002UH[ZUHe]Vf[ 3.8 64
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143  ubidiumHpolyhydridesHunderHpressuregHemergenceHofHtheHlinearHu]QVRHspeciesWHChemistryhwhAh
EuropeanhJournalUH2012UHZeUHbYZ]V[Z 4.8 62

142 qensityHfunctionalHstudyHofHtheHZ]pH‘z HchemicalHshiftsHinHsmallVtoVmediumVdiameterHinfiniteH
singleVwalledHcarbonHnanotubesWHJournalhofhPhysicalhChemistryhAUH2006UHZZYUHZZffbV[YYa 2.8 62

141  elativisticHqensityVsunctionalHpomputationsHofHtheHphemicalHShiftHofHZ[fXeHinHγemail´ protectedπcYWH
JournalhofhPhysicalhChemistryhAUH2003UHZYdUHafcdVafd[ 2.8 59

140 uighHuydridesHofHScandiumHunderH–ressuregH–otentialHSuperconductorsWHJournalhofhPhysicalh
ChemistryhCUH2018UHZ[[UHc[feVc]Yf 3.8 57

139
nHcombinedHquantumHmechanicalHandHstatisticalHmechanicalHstudyHofHtheHequilibriumHofH
trimethylaluminumHQ·znRHandHoligomersHofHQnl’puQ]RRQnRHfoundHinHmethylaluminoxaneHQzn’RH
solutionWHInorganichChemistryUH2001UHaYUH][dfVf[

5.1 57

138 vdentifyingHduplicateHcrystalHstructuresgHXtalpompUHanHopenVsourceHsolutionWHComputerhPhysicsh
CommunicationsUH2012UHZe]UHcfYVcfd 4.2 55

137 uighH–ressureH–otassiumH–olyhydridesgHnHphemicalH–erspectiveWHJournalhofhPhysicalhChemistryhCUH
2012UHZZcUHZ]][[VZ]][e 3.8 55

136 SurfaceHstateHengineeringHofHmoleculeVmoleculeHinteractionsWHPhysicalhChemistryhChemicalhPhysicsUH
2012UHZaUHafdZVc 3.6 52

135 nsy’−VzygHnH rS·fulHn–vHforHmachineVlearningHpredictionsHofHmaterialsHpropertiesWHComputationalh
MaterialshScienceUH2018UHZb[UHZ]aVZab 3.2 51

134 pompositionHandHponstitutionHofHpompressedHStrontiumH–olyhydridesWHJournalhofhPhysicalhChemistryh
CUH2014UHZZeUHca]]Vcaad 3.8 50

133 SynthesisHofHαttriumHSuperhydrideHSuperconductorHwithHaH·ransitionH·emperatureHupHtoH[c[´ xHbyH
patalyticHuydrogenationHatHuighH–ressuresWHPhysicalhReviewhLettersUH2021UHZ[cUHZZdYY] 7.4 49

132 pompressedHcesiumHpolyhydridesgHpsTHsublatticesHandHu]QVRHthreeVconnectedHnetsWHInorganich
ChemistryUH2012UHbZUHf]]]Va[ 5.1 46

131  outeHtoHhighV·cHsuperconductivityHviaHpuaVintercalatedHu]SHhydrideHperovskitesWHPhysicalhReviewhB
UH2020UHZYZUH 3.3 45

130 nHdensityHfunctionalHstudyHofHtheHZ]pH‘z HchemicalHshiftsHinHfunctionalizedHsingleVwalledHcarbonH
nanotubesWHJournalhofhthehAmericanhChemicalhSocietyUH2007UHZ[fUHaa]YVf 16.4 45

129 qensityHsunctionalHStudyHofHtheHZ]pH‘z HphemicalHShiftsHinHSingleV−alledHparbonH‘anotubesHwithH
Stoneâ��−alesHqefectsWHJournalhofhPhysicalhChemistryhCUH2008UHZZ[UHZZdaaVZZdbY 3.8 44

128 –redictingHsuperhardHmaterialsHviaHaHmachineHlearningHinformedHevolutionaryHstructureHsearchWHNpjh
ComputationalhMaterialsUH2019UHbUH 10.9 43

127 zuffinVtinHorbitalH−annierVlikeHfunctionsHforHinsulatorsHandHmetalsWHChemPhysChemUH2005UHcUHZf]aVa[ 3.2 43

126 phemistryHunderHhighHpressureWHNaturehReviewshChemistryUH2020UHaUHbYeVb[d 34.6 43
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125  eactivityHof´ ueHwith´ ionicHcompoundsHunderHhighHpressureWHNaturehCommunicationsUH2018UHfUHfbZ 17.4 42

124
nHtheoreticalHstudyHofHtheHinsertionHbarrierHofHzn’HmethylaluminoxaneRVactivatedUH
pp[βrze[VcatalyzedHethyleneHpolymerizationgHfurtherHevidenceHforHtheHstructuralHassignmentHofH
activeHandHdormantHspeciesWHFaradayhDiscussionsUH2003UHZ[aUHf]VZYfhHdiscussionHZabVb]UHab]Vb

3.6 42

123 SelfVassemblyHofHstronglyHdipolarHmoleculesHonHmetalHsurfacesWHJournalhofhChemicalhPhysicsUH2015UH
Za[UHZYZf[Z 3.9 38

122 rffectsHofH‘onhydrostaticHStressHonHStructuralHandH’ptoelectronicH–ropertiesHofHzethylammoniumH
yeadHoromideH–erovskiteWHJournalhofhPhysicalhChemistryhLettersUH2017UHeUH]abdV]acb 6.4 37

121 Xtal’ptHversionHrdgHnnHopenVsourceHevolutionaryHalgorithmHforHcrystalHstructureHpredictionWH
ComputerhPhysicshCommunicationsUH2011UHZe[UH[]YbV[]Yc 4.2 37

120 SuperconductingHuighV–ressureH–hasesHpomposedHofHuydrogenHandHvodineWHJournalhofhPhysicalh
ChemistryhLettersUH2015UHcUHaYcdVd[ 6.4 36

119 yockingHandHönlockingHtheHzolecularHSpinHprossoverH·ransitionWHAdvancedhMaterialsUH2017UH[fUHZdY[[bd 24 36

118 rlectronHpountingHandHaHyargeHsamilyHofH·woVqimensionalHSemiconductorsWHChemistryhofhMaterialsUH
2016UH[eUHZffaVZfff 9.6 35

117 ·heHqynamicHrquilibriumHoetweenHQnl’zeRnHpagesHandHQnl’zeRn´•Qnlze]RmH‘anotubesHinH
zethylaluminoxaneHQzn’RgHnHsirstV–rinciplesHvnvestigationWHMacromoleculesUH2014UHadUHebbcVebcf 5.5 35

116 nH eviewHofHrquationVofVStateHzodelsHforHvnertialHponfinementHsusionHzaterialsWHHighhEnergyh
DensityhPhysicsUH2018UH[eUHdV[a 1.2 33

115 uydridesHofHtheHnlkaliHzetalsHandHnlkalineHrarthHzetalsHönderH–ressureWHCommentshonhInorganich
ChemistryUH2017UH]dUHdeVfe 3.9 28

114 rpitaxialHgrowthHofHalignedHatomicallyHpreciseHchevronHgrapheneHnanoribbonsHonHpuQZZZRWHChemicalh
CommunicationsUH2017UHb]UHeac]Veacc 5.8 28

113 qipoleHdrivenHbondingHschemesHofHquinonoidHzwitterionsHonHsurfacesWHChemicalhCommunicationsUH
2012UHaeUHdZa]Vb 5.8 28

112 nHdensityHfunctionalHstudyHofHtheHZ]pH‘z HchemicalHshiftsHinHfluorinatedHsingleVwalledHcarbonH
nanotubesWHJournalhofhPhysicalhChemistryhAUH2009UHZZ]UHaZZdV[a 2.8 28

111 qeterminingHtheHqiameterHofHsunctionalizedHSingleV−alledHparbonH‘anotubesHwithHZ]pH‘z gHnH
·heoreticalHStudyWHJournalhofhPhysicalhChemistryhCUH2008UHZZ[UHf[cdVf[dZ 3.8 28

110 ‘ewHpalciumHuydridesHwithHzixedHntomicHandHzolecularHuydrogenWHJournalhofhPhysicalhChemistryhCUH
2018UHZ[[UHZf]dYVZf]de 3.8 27

109 yithiumHSubhydridesHunderH–ressureHandH·heirHSuperatomVlikeHouildingHolocksWHChemPlusChemUH
2012UHddUHfcfVfd[ 2.8 27

108 SubstitutedHoenzeneHqerivativesHonHtheHpuQZZZRHSurfaceWHJournalhofhPhysicalhChemistryhCUH2012UHZZcUHZ[c]cVZ[ca]3.8 26
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107 ‘z HcomputationsHforHcarbonHnanotubesHfromHfirstHprinciplesgH–resentHstatusHandHfutureHdirectionsWH
InternationalhJournalhofhQuantumhChemistryUH2009UHZYfUH]]a]V]]cd 2.1 25

106 QoarelyRHsolidHyiQ‘u]RagHtheHelectronicsHofHanHexpandedHmetalWHJournalhofhthehAmericanhChemicalh
SocietyUH2011UHZ]]UH]b]bVad 16.4 24

105 phargeV·ransferVvnducedHzagicHplusterHsormationHofHnzaborineHueterocyclesHonH‘obleHzetalH
SurfacesWHJournalhofhPhysicalhChemistryhCUH2016UHZ[YUHcY[YVcY]Y 3.8 23

104 rnantioselectiveHpopperVpatalyzedHparboetherificationHofHönactivatedHnlkenesWHAngewandteh
ChemieUH2014UHZ[cUHcbYZVcbYb 3.6 21

103 –rotonHtransferHinHsurfaceVstabilizedHchiralHmotifsHofHcroconicHacidWHPhysicalhReviewhBUH2013UHedUH 3.3 21

102 Xtal’pt´ üersionHrZ[gHnnHopenVsourceHevolutionaryHalgorithmHforHcrystalHstructureHpredictionWH
ComputerhPhysicshCommunicationsUH2019UH[]dUH[daV[db 4.2 21

101 poverageVqependentHvnteractionsHatHtheH’rganicsâ��zetalHvnterfacegH—uinonoidHβwitterionsHonH
nuQZZZRWHJournalhofhPhysicalhChemistryhCUH2013UHZZdUHZcaYcVZcaZb 3.8 20

100 nccurateHandHpreciseHabHinitioHanharmonicHfreeVenergyHcalculationsHforHmetallicHcrystalsgHnpplicationH
toHhcpHseHatHhighHtemperatureHandHpressureWHPhysicalhReviewhBUH2017UHfcUH 3.3 20

99 zagicHrlectretHplustersHofHaVsluorostyreneHonHzetalHSurfacesWHJournalhofhPhysicalhChemistryhLettersUH
2012UH]UH[YcfV[Ydb 6.4 20

98 nlkaliHmetalsHinHethylenediaminegHaHcomputationalHstudyHofHtheHopticalHabsorptionHspectraHandH‘z H
parametersHofHγzQenR]Q˛·TR´•zQ˛·VRπHionHpairsWHJournalhofhthehAmericanhChemicalhSocietyUH2011UHZ]]UHae[fV]f 16.4 20

97
SelfVnssemblyHandHzolecularH ecognitionHinH−atergH·ubularHStackingHandHtuestV·emplatedHqiscreteH
nssemblyHofH−aterVSolubleUHShapeV–ersistentHzacrocyclesWHJournalhofhthehAmericanhChemicalhSociety
UH2020UHZa[UH[fZbV[f[a

16.4 20

96 rquationHofHstateUHadiabaticHsoundHspeedUHandHtrˆ…neisenHcoefficientHofHboronHcarbideHalongHtheH
principalHuugoniotHtoHdYYHt–aWHPhysicalhReviewhBUH2016UHfaUH 3.3 20

95 oenzeneHderivativesHadsorbedHtoHtheHngQZZZRHsurfacegHoindingHsitesHandHelectronicHstructureWH
JournalhofhChemicalhPhysicsUH2015UHZa[UHZYZf[a 3.9 19

94 SuperconductingH–hasesHofH–hosphorusHuydrideHönderH–ressuregHStabilizationHbyHzobileHzolecularH
uydrogenWHAngewandtehChemiehwhInternationalhEditionUH2017UHbcUHZYZf[VZYZfb 16.4 19

93 [qHpocrystallizationHfromHuVoondedH’rganicHserroelectricsWHJournalhofhPhysicalhChemistryhLettersUH
2016UHdUHa]bVaY 6.4 18

92 qs·VqHvnvestigationHofHnctiveHandHqormantHzethylaluminoxaneHQzn’RHSpeciesHtraftedHontoHaH
zagnesiumHqichlorideHplustergHnHzodelHStudyHofHSupportedHzn’WHACShCatalysisUH2015UHbUHcfefVcffe 13.1 18

91 –ressureHinducedHstructuralHtransitionsHinHxuUH buUHandHpsuWHJournalhofhAppliedhPhysicsUH2012UHZZZUHZZ[cZZ2.5 18

90  andSpggHnnHopenVsourceHprogramHforHgeneratingHatomisticHcrystalHstructuresHwithHspecificH
spacegroupsWHComputerhPhysicshCommunicationsUH2017UH[Z]UH[YeV[Zc 4.2 17
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89 ·heHSearchHforHSuperconductivityHinHuighH–ressureHuydridesH2019UH 17

88 xagomeVlikeHlatticeHofHˇ�Vˇ�HstackedH]VhydroxyphenalenoneHonHpuQZZZRWHChemicalhCommunicationsUH
2014UHbYUHecbfVc[ 5.8 17

87 prystalHsieldHSplittingHisHyimitingHtheHStabilityHandHStrengthHofHöltraVincompressibleH’rthorhombicH
·ransitionHzetalH·etraboridesWHScientifichReportsUH2016UHcUH[]Yee 4.9 17

86 prystalHStructuresHandHrlectronicH–ropertiesHofHSingleVyayerUHsewVyayerUHandHzultilayerHteuWHJournalh
ofhPhysicalhChemistryhCUH2016UHZ[YUHdf]VeYY 3.8 16

85 ·heoreticalHpredictionsHofHnovelHsuperconductingHphasesHofHoate]HstableHatHatmosphericHandHhighH
pressuresWHInorganichChemistryUH2015UHbaUH[edbVea 5.1 16

84
pomputationalHpredictionHandHanalysisHofHtheHQ[dRnlHsolidVstateH‘z HspectrumHofH
methylaluminoxaneHQzn’RHatHvariableHtemperaturesHandHfieldHstrengthsWHPhysicalhChemistryh
ChemicalhPhysicsUH2016UHZeUH[aZYcVZe

3.6 15

83 Xtal’ptH´ versionHrfgHnnHopenVsourceHevolutionaryHalgorithmHforHcrystalHstructureHpredictionWH
ComputerhPhysicshCommunicationsUH2016UHZffUHZdeVZdf 4.2 15

82 nHpomputationalHrxperimentHonHSingleV−alledHparbonH‘anotubesWHJournalhofhChemicalhEducationUH
2013UHfYUHcbZVcbb 2.4 15

81 prystalHStructuresHandH–ropertiesHofHvronHuydridesHatHuighH–ressureWHJournalhofhPhysicalhChemistryhCUH
2018UHZ[[UH[a[c[V[a[cf 3.8 15

80  hodizonicHncidHonH‘obleHzetalsgHSurfaceH eactivityHandHpoordinationHphemistryWHJournalhofh
PhysicalhChemistryhLettersUH2013UHaUH]aZ]V]aZf 6.4 14

79 ‘uclearHzagneticH esonanceHzeasurementsHandHrlectronicHStructureHofH–uQvüRHinHγQzeRa‘π[–uplcWH
InorganichChemistryUH2016UHbbUHe]dZVeY 5.1 14

78
vdentificationHofHpolybrominatedHdiphenylHetherHmetabolitesHbasedHonHcalculatedHboilingHpointsH
fromHp’Sz’V SUHexperimentalHretentionHtimesUHandHmassHspectralHfragmentationHpatternsWH
AnalyticalhChemistryUH2015UHedUH[[ffV]Yb

7.8 13

77 pompressionHofHcuriumHpyrrolidineVdithiocarbamateHenhancesHcovalencyWHNatureUH2020UHbe]UH]fcV]ff 50.4 13

76 SuperconductivityHinHuydridesHqopedHwithHzainHtroupHrlementsHönderH–ressureWHNovelh
SuperconductinghMaterialsUH2017UH]UH 12

75 pomputationHofHphemicalHShiftsHforH–aramagneticHzoleculesgHnHyaboratoryHrxperimentHforHtheH
öndergraduateHpurriculumWHJournalhofhChemicalhEducationUH2014UHfZUHZYbeVZYc] 2.4 12

74 pomputationalHzodelingHofHtheH’pticalH otationHofHnminoHncidsgHnnHâ��inHSilicoâ��HrxperimentHforH
–hysicalHphemistryWHJournalhofhChemicalhEducationUH2013UHfYUHcbcVccY 2.4 12

73 SearchingHforHtheHinterlayerHbandHandHunravellingHtheHbondingHinHbetaV·hSiQ[RHandHalphaV·hSiQ[RHwithH
‘z·’H−annierVlikeHfunctionsWHInorganichChemistryUH2010UHafUHZ]eaVfc 5.1 12

72 Xtal’pt´ üersionHrZYgHnnHopenâ��sourceHevolutionaryHalgorithmHforHcrystalHstructureHpredictionWH
ComputerhPhysicshCommunicationsUH2017UH[ZdUH[ZYV[ZZ 4.2 11
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71 uelicalHsoldingHofHzetaVponnectedHnromaticH’ligoureasWHOrganichLettersUH2017UHZfUH[cccV[ccf 6.2 11

70 rffectHofHo‘XppHvsosterismHonHtheH·hermodynamicsHofHSurfaceHandHoulkHoindinggH
ZU[VqihydroVZU[VazaborineHvsHoenzeneWHJournalhofhPhysicalhChemistryhCUH2015UHZZfUHZac[aVZac]Z 3.8 11

69 zVgraphenegHaHmetastableHtwoVdimensionalHcarbonHallotropeWH2DhMaterialsUH2020UHdUHY[bYad 5.9 11

68 Xtal’ptHversionHrZZgHnnHopenVsourceHevolutionaryHalgorithmHforHcrystalHstructureHpredictionWH
ComputerhPhysicshCommunicationsUH2018UH[[[UHaZeVaZf 4.2 11

67 ouildingHeggVtrayVshapedHgraphenesHthatHhaveHsuperiorHmechanicalHstrengthHandHbandHgapWHNpjh
ComputationalhMaterialsUH2019UHbUH 10.9 11

66 yowHenergyHstructuralHdynamicsHandHconstrainedHlibrationHofHyiQ‘u]RaUHtheHlowestHmeltingHpointH
metalWHChemicalhCommunicationsUH2014UHbYUHZYddeVeZ 5.8 11

65 rxperimentalHandHtheoreticalHinvestigationsHofHtheHthermodynamicHstabilityHofHoaVcQcYRHandHxVpQcYRH
compoundHclustersWHACShNanoUH2008UH[UHZYYYVZa 16.7 11

64 rlectronicHStructureHofHvronH–orphyrinHndsorbedHtoHtheH–tQZZZRHSurfaceWHJournalhofhPhysicalh
ChemistryhCUH2016UHZ[YUH[fZd]V[fZeZ 3.8 11

63 ·heHXtal’ptHrvolutionaryHnlgorithmHforHprystalHStructureH–redictionWHJournalhofhPhysicalhChemistryhC
UH2021UHZ[bUHZcYZVZc[Y 3.8 11

62 rxtendedHuˆ…ckelHpalculationsHonHSolidsHösingHtheHnvogadroHzolecularHrditorHandHüisualizerWH
JournalhofhChemicalhEducationUH2018UHfbUH]]ZV]]d 2.4 11

61 soldingHandHnssemblyHofHShortH˛–UH˛†UH˛‡VuybridH–eptidesgHzinorHüariationsHinHSequenceHandHqrasticH
qifferencesHinHuigherVyevelHStructuresWHJournalhofhthehAmericanhChemicalhSocietyUH2019UHZaZUHZa[]fVZa[ae16.4 10

60 –ropertiesHofHoapHinHtheHshockedHstateHforHpressuresHupHtoHZWbH·–aWHPhysicalhReviewhBUH2017UHfbUH 3.3 10

59 zagicHalkaliVfullereneHcompoundHclustersHofHextremeHthermalHstabilityWHJournalhofhChemicalhPhysicsUH
2006UHZ[bUHZfZZY[ 3.9 10

58 nHzetastableHpaSuH–haseHpomposedHofHuSHuoneycombHSheetsHthatHisHSuperconductingHönderH
–ressureWHJournalhofhPhysicalhChemistryhLettersUH2020UHZZUHfc[fVfc]c 6.4 10

57 qiscoveringH‘ewHzaterialsHviaHnH–rioriHprystalHStructureH–redictionWHReviewshinhComputationalh
ChemistryUH2016UH[daV][c 10

56 zodulatingHoondHyengthsHviaHoackdonationgHnHsirstV–rinciplesHvnvestigationHofHaH—uinonoidH
βwitterionHndsorbedHtoHpoinageHzetalHSurfacesWHJournalhofhPhysicalhChemistryhCUH2016UHZ[YUHcc]]VccaZ 3.8 10

55 ·heHnsy’−HsleetHforHzaterialsHqiscoveryH2018UHZV[e 9

54 ·heH[Y[ZH oomV·emperatureHSuperconductivityH oadmapWHJournalhofhPhysicshCondensedhMatterUH
2021UH 1.8 9

(2021-2017)
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53 SuperconductingH–hasesHofH–hosphorusHuydrideHönderH–ressuregHStabilizationHbyHzobileHzolecularH
uydrogenWHAngewandtehChemieUH2017UHZ[fUHZY][cVZY][f 3.6 8

52 qeterminationHofHtheHstructuresHofHmolecularlyHimprintedHpolymersHandHxerogelsHusingHanH
automatedHstochasticHapproachWHAnalyticalhChemistryUH2013UHebUHebddVea 7.8 8

51 nHpomputationalHvnvestigationHofHaHzolecularHSwitchWHJournalhofhChemicalhEducationUH2013UHfYUHZb[eVZb][2.4 8

50 vnterplayHbetweenHuydrogenHoondingUHrpitaxyUHandHphargeH·ransferHinHtheHSelfVnssemblyHofH
proconicHncidHonHnuQZZZRHandHngQZZZRWHJournalhofhPhysicalhChemistryhCUH2015UHZZfUH[ca[fV[ca]d 3.8 8

49 yithiumVnmmoniakVyˆ¶sungengHeineHmolekulareHoetrachtungWHAngewandtehChemieUH2009UHZ[ZUHe]aaVe]eZ 3.6 8

48 SuperfastH·etrazoleVop‘HpycloadditionH eactionHforHoioorthogonalH–roteinHyabelingHonHyiveHpellsWWH
JournalhofhthehAmericanhChemicalhSocietyUH2021UH 16.4 8

47 phiralHsurfaceHnetworksHofH]Vu–y‘Hâ��HnHmolecularHanalogHofHroundedHtriangleHassemblyWHSurfaceh
ScienceUH2014UHc[fUHcbVda 1.8 7

46 ·heH–ressingH oleHofH·heoryHinHStudiesHofHpompressedHzatterH2017UHbdZVcYb 6

45 StructureHandH–rotonV·ransferHzechanismHinH’neVqimensionalHphainsHofHoenzimidazolesWHJournalhofh
PhysicalhChemistryhCUH2016UHZ[YUHbeYaVbeYf 3.8 6

44 ·heHpomputationalHqesignHofH·woVqimensionalHzaterialsWHJournalhofhChemicalhEducationUH2019UHfcUH[]YeV[]Za2.4 6

43
’nHtheHnatureHofHteV–bHbondingHinHtheHsolidHstateWHSynthesisUHstructuralHcharacterizationUHandH
electronicHstructuresHofHtwoHunprecedentedHgermanideVplumbidesWHJournalhofhthehAmericanh
ChemicalhSocietyUH2012UHZ]aUHZ[dYeVZc

16.4 6

42 SilanizationHofHsuperficiallyHporousHsilicaHparticlesHwithHpVaminophenyltrimethoxysilaneWH
MicrochemicalhJournalUH2019UHZadUH[c]V[ce 4.8 5

41 ·heoreticalHpredictionsHofHnovelHpotassiumHchlorideHphasesHunderHpressureWHPhysicalhChemistryh
ChemicalhPhysicsUH2015UHZdUHZ[[cbVd[ 3.6 5

40  everseH·urnHsoldamersgHnnHrxpandedH˛†V·urnHzotifH einforcedHbyHqoubleHuydrogenHoondsWH
OrganichLettersUH2020UH[[UHZYY]VZYYd 6.2 5

39 vnducingHaHpurlHwithHaHStretchWHPhysicshMagazineUH2019UHZ[UH 1.1 5

38 sluoridesHofHSilverHönderHyargeHpompressionSWHChemistryhwhAhEuropeanhJournalUH2021UH[dUHbb]cVbbab 4.8 5

37 SuperalkaliVnlkalideHvnteractionsHandHvonH–airingHinHyowV–olarityHSolventsWHJournalhofhthehAmericanh
ChemicalhSocietyUH2021UHZa]UH]f]aV]fa] 16.4 5

36 –ressureVvnducedHSuperconductivityHinHtheH−ideVoandVtapHSemiconductorHpu[or[SecHwithHaH
 obustHsrameworkWHChemistryhofhMaterialsUH2020UH][UHc[]dVc[ac 9.6 4
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35 prystalHStructuresHandHrlectronicH–ropertiesHofHXeâ��plHpompoundsHatHuighH–ressureWHJournalhofh
PhysicalhChemistryhCUH2018UHZ[[UH[faZV[fbY 3.8 4

34 popperVcatalyzedHenantioselectiveHalkeneHcarboetherificationHforHtheHsynthesisHofHsaturatedH
sixVmemberedHcyclicHethersWHChemicalhCommunicationsUH2021UHbdUHZYYffVZYZY[ 5.8 4

33
·uningHchemicalHprecompressiongH·heoreticalHdesignHandHcrystalHchemistryHofHnovelHhydridesHinHtheH
questHforHwarmHandHlightHsuperconductivityHatHambientHpressuresWHJournalhofhAppliedhPhysicsUH2022UH
Z]ZUHYdYfYZ

2.5 4

32 nHsirstV–rinciplesHrxplorationHofH‘axSyHoinaryH–hasesHatHZHatmHandHönderH–ressureWHCrystalsUH2019UHfUHaaZ2.3 3

31 –redictedHpsSiHcompoundgHaHpromisingHmaterialHforHphotovoltaicHapplicationsWHPhysicalhChemistryh
ChemicalhPhysicsUH2020UH[[UHZZbdeVZZbe[ 3.6 3

30 ·heHvdealHprystalHStructureHofHpristobaliteHXVvgHnHoridgeHinHSi’[HqensificationWHJournalhofhPhysicalh
ChemistryhCUH2018UHZ[[UHZda]dVZdaac 3.8 3

29 StructuralHmotifsHandHbondingHinHtwoHfamiliesHofHboronHstructuresHpredictedHatHmegabarHpressuresWH
PhysicalhReviewhMaterialsUH2021UHbUH 3.2 3

28 rlectronicHStructureHandHSuperconductivityHofHpompressedHzetalH·etrahydridesWHChemistryhwhAh
EuropeanhJournalUH2021UH[dUHZaebeVZaedY 4.8 3

27 zajorHsactorsHforHtheH–ersistentHsoldingHofHuybridH˛–UH˛†UH˛‡VuybridH–eptidesHvntoHuairpinsWHFrontiershinh
ChemistryUH2020UHeUHb]YYe] 5 2

26 qimerizationHofHcobaltVsubstitutedHxegginHphosphotungstateUHγ–−ZZ’]fpoQXRπbâ��UHinHnonpolarH
solventsWHJournalhofhCoordinationhChemistryUH2014UHcdUH[e]YV[ea[ 1.6 2

25 ‘anoVmakisugHhighlyHanisotropicHtwoVdimensionalHcarbonHallotropesHmadeHbyHweavingHtogetherH
nanotubesWHNanoscaleUH2020UHZ[UH]adV]bb 7.7 2

24 ·heHyiVsVuHternaryHsystemHatHhighHpressuresWHJournalhofhChemicalhPhysicsUH2021UHZbaUHZ[adYf 3.9 2

23 –ressureVinducedHyttriumHoxidesHwithHunconventionalHstoichiometriesHandHnovelHpropertiesWH
PhysicalhReviewhMaterialsUH2021UHbUH 3.2 2

22 prystalHstructuresHofHsiliconVrichHlithiumHsilicidesHatHhighHpressureWHPhysicshLettersvhSectionhA:hGeneralvh
AtomichandhSolidhStatehPhysicsUH2019UH]e]UHZYadVZYbZ 2.3 2

21 nnHelectrochemicallyHcontrolledHreleaseHofH‘upsHusingHironHbisQdithioleneRH‘VheterocyclicHcarbeneH
complexesWHInorganichChemistryhFrontiersUH2021UHeUHbfVdZ 6.8 2

20 SurfaceHzagnetismHinH–ristineH˛–H hombohedralHooronHandHvntersurfaceHrxchangeHpouplingH
zechanismHofHooronHvcosahedraWHJournalhofhPhysicalhChemistryhLettersUH2021UHZ[UHceZ[VceZd 6.4 2

19 qiluteHcarbonHinHu]SHunderHpressureWHNpjhComputationalhMaterialsUH2022UHeUH 10.9 2

18 zaterialsHunderHhighHpressuregHaHchemicalHperspectiveWHAppliedhPhysicshA:hMaterialshSciencehandh
ProcessingUH2022UHZ[eUHZ 2.6 2

(2022-2018)
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17  bo]Si]gHnnHnlkaliHzetalHoorosilicideHthatHisHzetastableHandHSuperconductingHatHZHatmWHJournalhofh
PhysicalhChemistryhCUH2020UHZ[aUHZae[cVZae]Z 3.8 1

16 sirstHprinciplesHinvestigationHonHhowHsiteHpreferenceHandHentropyHaffectHtheHstabilityHofH
QruxzZâ��xR[te[–bHQzHjHpaUHSrUHoaRHpolarHintermetallicsWHCanadianhJournalhofhChemistryUH2016UHfaUH]Z[V][Y 0.9 1

15 qensityHsunctionalHStudiesHofHtheHZ]pH‘z HphemicalHShiftsHinHSingleâ��−alledHparbonH‘anotubesWH
AIPhConferencehProceedingsUH2007UH 0 1

14 qownfoldingHandH‘VizationHofHoasisHSetsHofHSlaterH·ypeH’rbitalsWHAIPhConferencehProceedingsUH2007UH 0 1

13 vnterplayHofHualogenHandH−eakHuydrogenHoondsHinHtheHsormationHofHzagicH‘anoclustersHonH
SurfacesWHJournalhofhPhysicalhChemistryhCUH2022UHZ[cUHbeeVbfc 3.8 1

12 StableHpseudoγ]πrotaxanesHwithHstrongHpositiveHbindingHcooperativityHbasedHonHshapeVpersistentH
aromaticHoligoamideHmacrocyclesWHChemicalhCommunicationsUH2021UHbdUHZZcabVZZcae 5.8 1

11 nnchoringHeffectHofHdistortedHoctahedraHonHtheHstabilityHandHstrengthHofHplatinumHmetalH
pernitridesWHPhysicalhReviewhMaterialsUH2019UH]UH 3.2 1

10 ·heHnsy’−HsleetHforHzaterialsHqiscoveryH2020UHZdebVZeZ[ 1

9 zodelingHzethylaluminoxaneHQzn’RH2001UHZYfVZ[] 1

8 zaterialsHgenomeHapproachHtoHorganicHferroelectricsHandHpiezoelectricsWHInternationalhJournalhofh
NanotechnologyUH2018UHZbUHdea 1.5 1

7 yaserVvnducedHpooperativeH·ransitionHinHzolecularHrlectronicHprystalWHAdvancedhMaterialsUH2021UH]]UHe[ZY]YYY24 1

6 ‘atureHofHtheHbondedVtoVatomicHtransitionHinHliquidHsilicaHtoH·–aHpressuresWHJournalhofhAppliedh
PhysicsUH2022UHZ]ZUHYdZZYZ 2.5 1

5 ·heHzicroscopicHqiamondHnnvilHpellgHStabilizationHofHSuperhardUHSuperconductingHparbonH
nllotropesHatHnmbientH–ressureWHAngewandtehChemiehwhInternationalhEditionU 16.4 1

4 ·heHnsy’−HsleetHforHzaterialsHqiscoveryH2019UHZV[e

3 vnsightHintoHtheHndsorptionHStructureHofH·v–SV–entaceneHonH‘obleHzetalHSurfacesWHJournalhofh
PhysicalhChemistryhCUH2022UHZ[cUH[cefV[cfe 3.8

2 yaserVvnducedHpooperativeH·ransitionHinHzolecularHrlectronicHprystalHQndvWHzaterWH]fX[Y[ZRWH
AdvancedhMaterialsUH2021UH]]UH[ZdY]Yf 24

1 rlectrochemicalHntomicHsorceHzicroscopyHandHsirstV–rinciplesHpalculationsHofHserriprotoporphyrinH
ndsorptionHandH–olymerizationWHLangmuirUH2018UH]aUHZZ]]bVZZ]ac 4
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