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j Paper IF Citations

130 weteroatomJoxidationJcontrolsJsingletWtripletJenergyJsplittingJinJsingletJfissionJbuildingJblocksXXJ
ChemicalhCommunicationsVJ2022VJ 5.8 2

129 UncoveringJtheJpctivityJofJplkalineJtarthJMetalJwydrogenationJratalysisJπhroughJMolecularJ
VolcanoJ–lotsXXJTopicshinhCatalysisVJ2022VJedVJaghWahd 2.3 0

128 LocalJzernelJRegressionJandJ“euralJ“etworkJppproachesJtoJtheJronformationalJLandscapesJofJ
”ligopeptidesXXJJournalhofhChemicalhTheoryhandhComputationVJ2022VJ]gVJ]cefW]cfh 6.4 1

127 pssessingJtheJpersistenceJofJchalcogenJbondsJinJsolutionJwithJneuralJnetworkJpotentialsXXJJournalh
ofhChemicalhPhysicsVJ2022VJ]deVJ]dc]]a 3.9 1

126 ”ptimizingJtheJπhermodynamicsJandJzineticsJofJtheJπripletW–airJsissociationJinJsonorWpcceptorJ
ropolymersJforJxntramolecularJβingletJuissionXXJChemistryhofhMaterialsVJ2022VJbcVJc]]dWc]a] 9.6 2

125 xdentifyingJtheJπradeWoffJbetweenJxntramolecularJβingletJuissionJRequirementsJinJsonorâ��pcceptorJ
ropolymersXJChemistryhofhMaterialsVJ2021VJbbVJadefWadfd 9.6 5

124 LearningJtheJtxcitonJ–ropertiesJofJpzoWdyesXJJournalhofhPhysicalhChemistryhLettersVJ2021VJ]aVJdhdfWdhea 6.4 0

123 xmpactJofJquantumWchemicalJmetricsJonJtheJmachineJlearningJpredictionJofJelectronJdensityXJ
JournalhofhChemicalhPhysicsVJ2021VJ]ddVJ[ac][f 3.9 2

122 πuningJtheJˇ�WpcceptingJ–ropertiesJofJMesoionicJrarbenesiJpJrombinedJromputationalJandJ
txperimentalJβtudyXJChemistryhyhAhEuropeanhJournalVJ2021VJafVJ]]hgbW]]hgg 4.8 2

121 –ushingJtheJLimitsJofJtheJsonorWpcceptorJropolymerJβtrategyJforJxntramolecularJβingletJuissionXJ
JournalhofhPhysicalhChemistryhLettersVJ2021VJ]aVJfaf[Wfaff 6.4 3

120 βtructureW–ropertyJRelationshipsJinJqithiophenesJwithJwydrogenWqondedJβubstituentsXJChemistryhyh
AhEuropeanhJournalVJ2021VJafVJbbcgWbbe[ 4.8 5

119 welicalJelectronicJtransitionsJofJspiroconjugatedJmoleculesXJChemicalhCommunicationsVJ2021VJdfVJec[gWec]]5.8 6

118 πheJvenesisJofJMolecularJVolcanoJ–lotsXJAccountshofhChemicalhResearchVJ2021VJdcVJ]][fW]]]f 24.3 17

117 xsJaJβingleJronformerJβufficientJtoJsescribeJtheJReorganizationJtnergyJofJpmorphousJ”rganicJ
πransportJMaterialsnXJJournalhofhPhysicalhChemistryhCVJ2021VJ]adVJ]fbddW]fbea 3.8 2

116 ReactionWbasedJmachineJlearningJrepresentationsJforJpredictingJtheJenantioselectivityJofJ
organocatalystsXJChemicalhScienceVJ2021VJ]aVJegfhWeggh 9.4 15

115 πuningJtheJπhermalJβtabilityJandJ–hotoisomerizationJofJpzoheteroarenesJthroughJMacrocycleJ
βtrainTXJChemistryhyhAhEuropeanhJournalVJ2021VJafVJc]hWcae 4.8 6

114 uqWtrspiJuragmentWbasedJtlectronicJrouplingJsecompositionJpnalysisJforJ”rganicJpmorphousJ
βemiconductorsXJJournalhofhPhysicalhChemistryhAVJ2020VJ]acVJ][eacW][ebc 2.8 1
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113 sirectVJMediatedVJandJselayedJxntramolecularJβingletJuissionJMechanismJinJsonorWpcceptorJ
ropolymersXJJournalhofhPhysicalhChemistryhLettersVJ2020VJ]]VJhfggWhfhc 6.4 7

112 LearningJRfromSJtheJtlectronJsensityiJπransferabilityVJronformationalJandJrhemicalJsiversityXJ
ChimiaVJ2020VJfcVJabaWabe 1.3 6

111 MachineJlearningJmodelsJofJtheJenergyJcurvatureJvsJparticleJnumberJforJoptimalJtuningJofJ
longWrangeJcorrectedJfunctionalsXJJournalhofhChemicalhPhysicsVJ2020VJ]daVJ]dc][b 3.9 7

110 uqWRtspiJfragmentWbasedJdecompositionJanalysisJofJtheJreorganizationJenergyJforJorganicJ
semiconductorsXJPhysicalhChemistryhChemicalhPhysicsVJ2020VJaaVJ]]gg]W]]gh[ 3.6 7

109 sataWsrivenJpdvancementJofJwomogeneousJ“ickelJratalystJpctivityJforJprylJttherJrleavageXJACSh
CatalysisVJ2020VJ][VJf[a]Wf[b] 13.1 17

108 βimulatingJβolvationJandJpcidityJinJromplexJMixturesJwithJuirstW–rinciplesJpccuracyiJπheJraseJofJ
rwβ”wJandJw”JinJ–henolXJJournalhofhChemicalhTheoryhandhComputationVJ2020VJ]eVJd]bhWd]ch 6.4 15

107 wamiltonianWReservoirJReplicaJtxchangeJandJMachineJLearningJ–otentialsJforJromputationalJ
”rganicJrhemistryXJJournalhofhChemicalhTheoryhandhComputationVJ2020VJ]eVJb[gcWb[hc 6.4 8

106 rrystallizationJandJ”rganicJuieldWtffectJπransistorJ–erformanceJofJaJwydrogenWqondedJ
−uaterthiopheneXJChemistryhyhAhEuropeanhJournalVJ2020VJaeVJ][aedW][afd 4.8 4

105 qalancingJsensityJuunctionalJπheoryJxnteractionJtnergiesJinJrhargedJsimersJ–recursorsJtoJ”rganicJ
βemiconductorsXJJournalhofhChemicalhTheoryhandhComputationVJ2020VJ]eVJbdb[Wbdca 6.4 2

104 rorrelationJbetweenJ”pticalJpctivityJandJtheJwelicalJMolecularJ”rbitalsJofJplleneJandJrumulenesXJ
OrganichLettersVJ2020VJaaVJg[agWg[bb 6.2 5

103 LearningJonWtopiJRegressingJtheJonWtopJpairJdensityJforJrealWspaceJvisualizationJofJelectronJ
correlationXJJournalhofhChemicalhPhysicsVJ2020VJ]dbVJa[c]]] 3.9 9

102 sopedJbutJβtableiJβpirobisacridineJwoleJπransportingJMaterialsJforJwysteresisWureeJandJβtableJ
–erovskiteJβolarJrellsXJJournalhofhthehAmericanhChemicalhSocietyVJ2020VJ]caVJ]fhaW]g[[ 16.4 29

101 sataWpoweredJaugmentedJvolcanoJplotsJforJhomogeneousJcatalysisXJChemicalhScienceVJ2020VJ]]VJ]a[f[W]a[g[9.4 14

100 πheJ–hotoisomerizationJ–athwayRsSJofJ–ushW–ullJ–henylazoheteroarenesTXJChemistryhyhAhEuropeanh
JournalVJ2020VJaeVJ]cfacW]cfah 4.8 3

99 sesigningJβingletJuissionJrandidatesJfromJsonorâ��pcceptorJropolymersXJChemistryhofhMaterialsVJ
2020VJbaVJed]dWedac 9.6 16

98 ”pticalJgapJandJfundamentalJgapJofJoligoynesJandJcarbyneXJNaturehCommunicationsVJ2020VJ]]VJcfhf 17.4 13

97 –robingJβubstrateJβcopeJwithJMolecularJVolcanoesXJOrganichLettersVJ2020VJaaVJfhbeWfhc] 6.2 6

96 ”pticalJabsorptionJpropertiesJofJmetalWorganicJframeworksiJsolidJstateJmolecularJperspectiveXJ
PhysicalhChemistryhChemicalhPhysicsVJ2020VJaaVJ]hd]aW]hda] 3.6 8

(2020-2020)
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95 sirectJ”bservationJofJpggregationWxnducedJtmissionJMechanismXJAngewandtehChemieVJ2020VJ]baVJ]d[]bW]d[]h3.6 5

94 sirectJ”bservationJofJpggregationWxnducedJtmissionJMechanismXJAngewandtehChemiehyh
InternationalhEditionVJ2020VJdhVJ]ch[bW]ch[h 16.4 44

93 txploringJchemicalJspaceJinJtheJsearchJforJimprovedJazoheteroareneWbasedJphotoswitchesXJPhysicalh
ChemistryhChemicalhPhysicsVJ2019VJa]VJa[fgaWa[fh[ 3.6 8

92 tlectronJdensityJlearningJofJnonWcovalentJsystemsXJChemicalhScienceVJ2019VJ][VJhcacWhcba 9.4 55

91 xnsightsJintoJReactionJxntermediatesJtoJ–redictJβyntheticJ–athwaysJforJβhapeWrontrolledJMetalJ
“anocrystalsXJJournalhofhthehAmericanhChemicalhSocietyVJ2019VJ]c]VJ]eb]aW]ebaa 16.4 29

90 πheJinfluenceJofJexternalJelectricJfieldsJonJchargeJreorganizationJenergyJinJorganicJ
semiconductorsXJChemicalhCommunicationsVJ2019VJddVJabgcWabgf 5.8 6

89 πopologyWsrivenJβingleWMoleculeJronductanceJofJrarbonJ“anothreadsXJJournalhofhPhysicalh
ChemistryhLettersVJ2019VJ][VJgadWgb[ 6.4 13

88 βynthesisJofJaminylJbiradicalsJbyJbaseWinducedJrspWrspJcouplingJofJcationicJazoJdyesXJChemicalh
ScienceVJ2019VJ][VJdf]hWdfac 9.4 20

87 pctivityWqasedJβcreeningJofJwomogeneousJratalystsJthroughJtheJRapidJpssessmentJofJ
πheoreticallyJserivedJπurnoverJurequenciesXJACShCatalysisVJ2019VJhVJdf]eWdfad 13.1 24

86 sataJMiningJtheJrâ��rJrrossWrouplingJvenomeXJChemCatChemVJ2019VJ]]VJc[heWc][f 5.2 10

85 s”RxJRevealsJtheJxnfluenceJofJ“oncovalentJxnteractionsJonJrovalentJqondingJ–atternsJinJMolecularJ
rrystalsJUnderJ–ressureXJJournalhofhPhysicalhChemistryhLettersVJ2019VJ][VJ]cgaW]cgg 6.4 9

84 MechanismsJofJfluorescenceJquenchingJinJprototypicalJaggregationWinducedJemissionJsystemsiJ
excitedJstateJdynamicsJwithJπsWsuπqXJPhysicalhChemistryhChemicalhPhysicsVJ2019VJa]VJh[aeWh[bd 3.6 19

83 pnJUnconventionalJxronJ“ickelJratalystJforJtheJ”xygenJtvolutionJReactionXJACShCentralhScienceVJ
2019VJdVJddgWdeg 16.8 136

82 πuningJtheJstructureVJreactivityJandJmagneticJcommunicationJofJnitrideWbridgedJuraniumJcomplexesJ
withJtheJancillaryJligandsXJChemicalhScienceVJ2019VJ][VJggc[Wggch 9.4 16

81 ”penWβhellJ“onbenzenoidJ“anographenesJrontainingJπwoJ–airsJofJ–entagonalJandJweptagonalJ
RingsXJJournalhofhthehAmericanhChemicalhSocietyVJ2019VJ]c]VJ]a[]]W]a[a[ 16.4 47

80 sualWuacetJMechanismJinJropperJ“anocubesJforJtlectrochemicalJr”JReductionJintoJtthyleneXJ
JournalhofhPhysicalhChemistryhLettersVJ2019VJ][VJcadhWcaed 6.4 30

79 MechanisticJβtudyJonJtheJ–hotogenerationJofJwydrogenJbyJsecamethylruthenoceneXJChemistryhyhAh
EuropeanhJournalVJ2019VJadVJ]afehW]affh 4.8 4

78
vettingJtheJRightJπwistiJxnfluenceJofJsonorâ��pcceptorJsihedralJpngleJonJtxcitonJzineticsJandJ
βingletâ��πripletJvapJinJseepJqlueJπhermallyJpctivatedJselayedJuluorescenceJtmitterXJJournalhofh
PhysicalhChemistryhCVJ2019VJ]abVJafffgWaffgc

3.8 23
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77 MultiarmJandJβubstituentJtffectsJonJrhargeJπransportJofJ”rganicJwoleJπransportJMaterialsXJ
ChemistryhofhMaterialsVJ2019VJb]VJee[dWee]c 9.6 15

76 −uantumJrhemistryJMeetsJMachineJLearningXJChimiaVJ2019VJfbVJhgbWhgh 1.3 6

75 πransferableJMachineWLearningJModelJofJtheJtlectronJsensityXJACShCentralhScienceVJ2019VJdVJdfWec 16.8 114

74 πheJroleJofJbridgingJligandsJinJdinitrogenJreductionJandJfunctionalizationJbyJuraniumJmultimetallicJ
complexesXJNaturehChemistryVJ2019VJ]]VJ]dcW]e[ 17.6 67

73 iW–xJaX[iJpJuniversalJforceJengineJforJadvancedJmolecularJsimulationsXJComputerhPhysicsh
CommunicationsVJ2019VJabeVJa]cWaab 4.2 118

72 “oncovalentJMolecularJtlectronicsXJJournalhofhPhysicalhChemistryhLettersVJ2018VJhVJaahgWab[c 6.4 10

71 wowJdoesJalkylJchainJlengthJmodifyJtheJpropertiesJofJtriphenylamineWbasedJholeJtransportJ
materialsnXJJournalhofhMaterialshChemistryhCVJ2018VJeVJhe[Whed 7.1 19

70 wowJdoJLondonJsispersionJxnteractionsJxmpactJtheJ–hotochemicalJ–rocessesJofJMolecularJ
βwitchesnXJJournalhofhPhysicalhChemistryhLettersVJ2018VJhVJcecWcf[ 6.4 16

69 pnalyzingJuluxionalJMoleculesJUsingJs”RxXJJournalhofhChemicalhTheoryhandhComputationVJ2018VJ]cVJabf[Wabfh6.4 5

68 txpeditedJβcreeningJofJpctiveJandJRegioselectiveJratalystsJforJtheJwydroformylationJReactionXJ
HelveticahChimicahActaVJ2018VJ][]VJe]g[[][f 2 15

67 MachineJlearningJmeetsJvolcanoJplotsiJcomputationalJdiscoveryJofJcrossWcouplingJcatalystsXJ
ChemicalhScienceVJ2018VJhVJf[ehWf[ff 9.4 118

66 βtericJLattractionLiJnotJbyJdispersionJaloneXJBeilsteinhJournalhofhOrganichChemistryVJ2018VJ]cVJ]cgaW]ch[ 2.5 14

65 xmprovingJtheJπhermodynamicJ–rofilesJofJ–rospectiveJβuzukiâ��MiyauraJrrossWrouplingJratalystsJbyJ
plteringJtheJtlectrophilicJrouplingJromponentXJChemCatChemVJ2018VJ][VJ]dhaW]dhf 5.2 15

64 ”nJtheJveneralityJofJMolecularJVolcanoJ–lotsXJChemCatChemVJ2018VJ][VJ]dgeW]dh] 5.2 20

63 UnravelingJMetalY–incerJLigandJtffectsJinJtheJratalyticJwydrogenationJofJrarbonJsioxideJtoJ
uormateXJOrganometallicsVJ2018VJbfVJcdegWcdfd 3.8 18

62 RestrictionJtnzymeJpnalysisJofJsoubleWβtrandedJs“pJonJ–ristineJβingleWWalledJrarbonJ“anotubesXJ
ACShAppliedhMaterialshpamp;hInterfacesVJ2018VJ][VJbfbgeWbfbhd 9.5 7

61 ReadJbetweenJtheJMoleculesiJromputationalJxnsightsJintoJ”rganicJβemiconductorsXJJournalhofhtheh
AmericanhChemicalhSocietyVJ2018VJ]c[VJ]ebf[W]ebge 16.4 58

60 txploringJtheJLimitationJofJMolecularJWaterJ”xidationJratalystsXJJournalhofhPhysicalhChemistryhCVJ
2018VJ]aaVJ]ac[cW]ac]a 3.8 27

(2018-2019)
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59 uineWtunedJorganicJphotoredoxJcatalystsJforJfragmentationWalkynylationJcascadesJofJcyclicJoximeJ
ethersXJChemicalhScienceVJ2018VJhVJdggbWdggh 9.4 117

58 xnfraredJβpectroscopyJasJaJ–robeJofJtlectronicJtnergyJπransferXJJournalhofhPhysicalhChemistryh
LettersVJ2018VJhVJba]fWbaab 6.4 8

57 “ickelJpincerJmodelJofJtheJactiveJsiteJofJlactateJracemaseJinvolvesJligandJparticipationJinJhydrideJ
transferXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2017VJ]]cVJ]acaW]acd11.5 30

56 tnhancingJtheJpowerJconversionJefficiencyJofJdyeWsensitizedJsolarJcellsJviaJmolecularJplasmonWlikeJ
excitationsXJChemicalhCommunicationsVJ2017VJdbVJacabWacae 5.8 4

55 –hotoproductionJofJwydrogenJbyJsecamethylruthenoceneJrombinedJwithJtlectrochemicalJ
RecyclingXJAngewandtehChemiehyhInternationalhEditionVJ2017VJdeVJabacWabaf 16.4 18

54 –hotoproductionJofJwydrogenJbyJsecamethylruthenoceneJrombinedJwithJtlectrochemicalJ
RecyclingXJAngewandtehChemieVJ2017VJ]ahVJabecWabef 3.6 5

53 βynthesisJandJcharacterizationJofJsemiaromaticJpolyamidesJcomprisingJbenzofurobenzofuranJ
repeatingJunitsXJPolymerhChemistryVJ2017VJgVJa]hfWaa[h 4.9 10

52 weterotetracenesiJulexibleJβynthesisJandJinJβilicoJpssessmentJofJtheJwoleWπransportJ–ropertiesXJ
ChemistryhyhAhEuropeanhJournalVJ2017VJabVJg[dgWg[ed 4.8 21

51 uluorescenceJ−uenchingJinJq”sx–YJsyesiJπheJRoleJofJxntramolecularJxnteractionsJandJrhargeJ
πransferXJHelveticahChimicahActaVJ2017VJ][[VJe]f[[[hb 2 26

50 –erspectiveiJuoundJinJtranslationiJ−uantumJchemicalJtoolsJforJgraspingJnonWcovalentJinteractionsXJ
JournalhofhChemicalhPhysicsVJ2017VJ]ceVJ]a[h[] 3.9 65

49 rhargeJtransportJinJhighlyJorderedJorganicJnanofibrilsiJlessonsJfromJmodellingXJJournalhofhMaterialsh
ChemistryhCVJ2017VJdVJbd[Wbe] 7.1 17

48 βaltWinducedJthermochromismJofJaJconjugatedJpolyelectrolyteXJPhysicalhChemistryhChemicalhPhysicsVJ
2017VJ]hVJaggdbWaggee 3.6 8

47 pJ˛†WrarbonJeliminationJstrategyJforJconvenientJaccessJtoJcyclopentadienylJmetalJcomplexesXJ
ChemicalhScienceVJ2017VJgVJf]fcWf]fh 9.4 37

46 pJRisingJβtariJπruxeneJasJaJ–romisingJwoleJπransportJMaterialJinJ–erovskiteJβolarJrellsXJJournalhofh
PhysicalhChemistryhCVJ2017VJ]a]VJa]fahWa]fbh 3.8 23

45 pJveneralizedJ–ictureJofJrâ��rJrrossWrouplingXJACShCatalysisVJ2017VJfVJdecbWdedb 13.1 55

44 vuidelinesJandJdiagnosticsJforJchargeJcarrierJtuningJinJthiopheneWbasedJwiresXJPhysicalhChemistryh
ChemicalhPhysicsVJ2017VJ]hVJabadcWabadh 3.6 10

43 –hotochromicJπorsionalJβwitchJR–πβSiJaJlightWdrivenJactuatorJforJtheJdynamicJtuningJofJ
ˇ�WconjugationJextensionXJChemicalhScienceVJ2017VJgVJbe]Wbed 9.4 11

42 wowJdoesJtetraphenylethyleneJrelaxJfromJitsJexcitedJstatesnXJPhysicalhChemistryhChemicalhPhysicsVJ
2016VJ]gVJ]]e[eWh 3.6 76
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41 RationalizingJfluorescenceJquenchingJinJmesoWq”sx–YJdyesXJPhysicalhChemistryhChemicalhPhysicsVJ
2016VJ]gVJbaeegWbaefa 3.6 36

40 “eutralJpminylJRadicalsJserivedJfromJpzoimidazoliumJsyesXJJournalhofhthehAmericanhChemicalh
SocietyVJ2016VJ]bgVJ]d]aeW]d]ah 16.4 32

39 VisualizingJandJ−uantifyingJxnteractionsJinJtheJtxcitedJβtateXJChemistryhyhAhEuropeanhJournalVJ2016VJ
aaVJ]gccaW]gcch 4.8 21

38 pccessingJandJpredictingJtheJkineticJprofilesJofJhomogeneousJcatalystsJfromJvolcanoJplotsXJ
ChemicalhScienceVJ2016VJfVJdfabWdfbd 9.4 44

37 qeyondJstaticJstructuresiJ–uttingJforthJRtMsJasJaJtoolJtoJsolveJproblemsJinJcomputationalJorganicJ
chemistryXJJournalhofhComputationalhChemistryVJ2016VJbfVJgbWha 3.5 21

36 xmplicationsJofJrhargeJ–enetrationJforJweteroatomWrontainingJ”rganicJβemiconductorsXJJournalhofh
PhysicalhChemistryhLettersVJ2016VJfVJd]hgWda[c 6.4 25

35 LowWLyingJˇ�ˇ�TJβtatesJofJweteroaromaticJMoleculesiJpJrhallengeJforJtxcitedJβtateJMethodsXJJournalh
ofhChemicalhTheoryhandhComputationVJ2016VJ]aVJaedaWe[ 6.4 47

34 rommunicationiJpJnewJclassJofJnonWempiricalJexplicitJdensityJfunctionalsJonJtheJthirdJrungJofJ
yacobQsJladderXJJournalhofhChemicalhPhysicsVJ2015VJ]cbVJ]]]][d 3.9 13

33 LocalJhybridJfunctionalsJwithJorbitalWfreeJmixingJfunctionsJandJbalancedJeliminationJofJ
selfWinteractionJerrorXJJournalhofhChemicalhPhysicsVJ2015VJ]caVJ[fc]]a 3.9 26

32 txcitedJstateJdynamicsJofJthiopheneJandJbithiopheneiJnewJinsightsJintoJtheoreticallyJchallengingJ
systemsXJPhysicalhChemistryhChemicalhPhysicsVJ2015VJ]fVJ]cf]hWb[ 3.6 44

31 LinearJscalingJrelationshipsJandJvolcanoJplotsJinJhomogeneousJcatalysisJWJrevisitingJtheJβuzukiJ
reactionXJChemicalhScienceVJ2015VJeVJefdcWefe] 9.4 68

30 txploitingJsispersionWsrivenJpggregatorsJasJaJRouteJtoJ“ewJ”neWsimensionalJ”rganicJ“anowiresXJ
JournalhofhPhysicalhChemistryhLettersVJ2015VJeVJccaaWg 6.4 10

29 πheoryJandJpracticeJofJuncommonJmolecularJelectronicJconfigurationsXJWileyhInterdisciplinaryh
Reviews:hComputationalhMolecularhScienceVJ2015VJdVJcc[Wcdh 7.9 66

28 xntramolecularJsymmetryWadaptedJperturbationJtheoryJwithJaJsingleWdeterminantJwavefunctionXJ
JournalhofhChemicalhPhysicsVJ2015VJ]cbVJaac][f 3.9 16

27 pJfastJchargeWsependentJatomWpairwiseJdispersionJcorrectionJforJsuπqbXJInternationalhJournalhofh
QuantumhChemistryVJ2015VJ]]dVJ]aedW]afa 2.1 16

26 πowardJfunctionalJtypeJxxxJ[ue]WhydrogenaseJbiomimicsJforJwaJactivationiJinsightsJfromJ
computationXJChemistryhyhAhEuropeanhJournalVJ2015VJa]VJbhgfWhe 4.8 19

25 uunctionalJcarbonJnanosheetsJpreparedJfromJhexayneJamphiphileJmonolayersJatJroomJ
temperatureXJNaturehChemistryVJ2014VJeVJcegWfe 17.6 85

24 pdjustingJtheJLocalJprrangementJofJˇ�WβtackedJ”ligothiophenesJthroughJwydrogenJqondsiJpJViableJ
RouteJtoJ–romoteJrhargeJπransferXJJournalhofhPhysicalhChemistryhLettersVJ2014VJdVJaba[Wc 6.4 21

(2014-2016)
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23
LigandWcontrolledJregiodivergentJpathwaysJofJrhodiumRxxxSWcatalyzedJdihydroisoquinoloneJ
synthesisiJexperimentalJandJcomputationalJstudiesJofJdifferentJcyclopentadienylJligandsXJChemistryh
yhAhEuropeanhJournalVJ2014VJa[VJ]dc[hW]g

4.8 100

22 βimultaneousJVisualizationJofJrovalentJandJ“oncovalentJxnteractionsJUsingJRegionsJofJsensityJ
”verlapXJJournalhofhChemicalhTheoryhandhComputationVJ2014VJ][VJbfcdWbfde 6.4 132

21 MinimizingJdensityJfunctionalJfailuresJforJnonWcovalentJinteractionsJbeyondJvanJderJWaalsJ
complexesXJAccountshofhChemicalhResearchVJ2014VJcfVJba]fWac 24.3 45

20 txplorationJofJzerothWorderJwavefunctionsJandJenergiesJasJaJfirstJstepJtowardJintramolecularJ
symmetryWadaptedJperturbationJtheoryXJJournalhofhChemicalhPhysicsVJ2014VJ]c[VJ]dc][f 3.9 14

19 wowJimportantJisJselfWconsistencyJforJtheJdssrJdensityJdependentJdispersionJcorrectionnXJJournalh
ofhChemicalhPhysicsVJ2014VJ]c[VJ]gpd]e 3.9 23

18 wierarchicallyJstructuredJmicrofibersJofJLsingleJstackLJperyleneJbisimideJandJquaterthiopheneJ
nanowiresXJACShNanoVJ2013VJfVJgchgWd[g 16.7 78

17 pJratiometricJfluorescenceJsensorJforJcaffeineXJOrganichandhBiomolecularhChemistryVJ2012VJ][VJfcgfWh[ 3.9 18

16 qiphasicJwaterJsplittingJbyJosmoceneXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedh
StateshofhAmericaVJ2012VJ][hVJ]]ddgWeb 11.5 38

15 txploringJtheJLimitsJofJsensityJuunctionalJppproximationsJforJxnteractionJtnergiesJofJMolecularJ
–recursorsJtoJ”rganicJtlectronicsXJJournalhofhChemicalhTheoryhandhComputationVJ2012VJgVJcb[dW]e 6.4 34

14 −uantificationJofJLfuzzyLJchemicalJconceptsiJaJcomputationalJperspectiveXJChemicalhSocietyhReviews
VJ2012VJc]VJcef]Wgf 58.5 88
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