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76 sKuniversalKapproachKforKcontinuumKsolventKpKKaKcalculationslKareKweKthereKyetq[KTheoreticali
ChemistryiAccountsWK2010WKbcfWKdYcb 1.9 359

75 uommentKonKtheKcorrectKuseKofKcontinuumKsolventKmodels[KJournaliofiPhysicaliChemistryiAWK2010WK
bbeWKbdeecYe 2.8 326

74 uomputationalKelectrochemistrylKpredictionKofKliquidYphaseKreductionKpotentials[KPhysicaliChemistryi
ChemicaliPhysicsWK2014WKbgWKbfagiYbag 3.6 311

73 sreKthermodynamicKcyclesKnecessaryKforKcontinuumKsolventKcalculationKofKpKasKandKreductionK
potentialsq[KPhysicaliChemistryiChemicaliPhysicsWK2015WKbhWKcifkYgi 3.6 138

72 pKaKualculationKofKSomeKtiologicallyK–mportantKuarbonKscidsKYKsnKsssessmentKofKuontemporaryK
TheoreticalKProcedures[KJournaliofiChemicaliTheoryiandiComputationWK2009WKfWKckfYdag 6.4 121

71 ualculatingKxreeKwnergyKuhangesKinKuontinuumKSolvationKüodels[KJournaliofiPhysicaliChemistryiBWK
2016WKbcaWKbdbkYck 3.4 108

70 xirstYprinciplesKpredictionKofKaciditiesKinKtheKgasKandKsolutionKphase[KWileyiInterdisciplinaryiReviews:i
ComputationaliMoleculariScienceWK2011WKbWKgekYgga 7.9 80

69 wigenvectorKcentralityKforKcharacterizationKofKproteinKallostericKpathways[KProceedingsiofithei
NationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2018WKbbfWKwbccabYwbccai 11.5 72

68 PredictingKpKaKinK–mplicitKSolventslKuurrentKStatusKandKxutureKvirections[KAustralianiJournaliofi
ChemistryWK2014WKghWKbeeb 1.2 71

67 StructureYfunctionKrelationshipsKofKdonorYacceptorKStenhouseKadductKphotochromicKswitches[K
ChemicaliScienceWK2018WKkWKicecYicfc 9.4 60

66 TryptamineKSynthesisKbyK–ronKPorphyrinKuatalyzedKuYzKxunctionalizationKofK–ndolesKwithK
viazoacetonitrile[KAngewandteiChemieiziInternationaliEditionWK2019WKfiWKdgdaYdgde 16.4 59

65 pzYRegulatedKαonelectrogenicKsnionKTransportKbyKPhenylthiosemicarbazones[KJournaliofithei
AmericaniChemicaliSocietyWK2016WKbdiWKidabYi 16.4 58

64 TropyliumYpromotedKcarbonylYolefinKmetathesisKreactions[KChemicaliScienceWK2018WKkWKfbefYfbfb 9.4 50

63 PhotoinducedKProtonYTransferKReactionsKforKüildKβYzKxunctionalizationKofKUnreactiveKslcohols[K
AngewandteiChemieiziInternationaliEditionWK2020WKfkWKffgcYffgg 16.4 50

62 sccurateKlineKshapesKfromKsubYbKcmSYbTKresolutionKsumKfrequencyKgenerationKvibrationalK
spectroscopyKofK˛–YpineneKatKroomKtemperature[KJournaliofiPhysicaliChemistryiAWK2015WKbbkWKbckcYdac 2.8 42

61 zarnessingKentropyKtoKdirectKtheKbonding]debondingKofKpolymerKsystemsKbasedKonKreversibleK
chemistry[KChemicaliScienceWK2013WKeWKchfc 9.4 41

60 xirstYprinciplesKpredictionKofKtheKpKSaTsKofKantiYinflammatoryKoxicams[KJournaliofiPhysicaliChemistryi
AWK2010WKbbeWKbbkkcYcaad 2.8 38
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59 RheniumS–TKtricarbonylKcomplexesKofKsalicylaldehydeKsemicarbazoneslKsynthesisWKcrystalKstructuresK
andKcytotoxicity[KJournaliofiInorganiciBiochemistryWK2013WKbbkWKbaYca 4.2 34

58 uoreyYuhaykovskyKReactionsKofKαitroKStyrenesKwnableKcisYuonfiguredKTrifluoromethylK
uyclopropanes[KJournaliofiOrganiciChemistryWK2017WKicWKiccaYicch 4.2 32

57 uhloroformKasKaKhydrogenKatomKdonorKinKtartonKreductiveKdecarboxylationKreactions[KJournaliofi
OrganiciChemistryWK2013WKhiWKgghhYih 4.2 31

56  ustKaddKsugarKfor´ carbohydrateKinducedKselfYassemblyKofKcurcumin[KNatureiCommunicationsWK2019WK
baWKfic 17.4 30

55 αYzeterocyclicKβlefinKuatalyzedKSilylationKandKzydrosilylationKReactionsKofKzydroxylKandKuarbonylK
uompounds[KOrganiciLettersWK2017WKbkWKbdkiYbeab 6.2 29

54 QuantumKuhemicalKPredictionKofKwquilibriumKsciditiesKofKUreasWKveltamidesWKSquaramidesWKandK
uroconamides[KJournaliofiOrganiciChemistryWK2017WKicWKbahdcYbahdg 4.2 29

53 wlectronKTransferKsssistedKbyKVibronicKuouplingKfromKüultipleKüodes[KJournaliofiChemicaliTheoryi
andiComputationWK2017WKbdWKgaaaYgaak 6.4 28

52 ResolutionKandK–mprovedKSynthesisKofKS´–TYsrsenicinKslKsKαaturalKsdamantaneYTypeKTetraarsenicalK
PossessingKStrongKsntiYscuteKPromelocyticK±eukemiaKuellK±ineKsctivity[KOrganometallicsWK2012WKdbWKbiaiYbibg3.8 26

51 TropyliumK–onKuatalyzesKzydrationKReactionsKofKslkynes[KEuropeaniJournaliofiOrganiciChemistryWK
2018WKcabiWKdkheYdkib 3.2 24

50 αanosecondKvynamicsKRegulateKtheKü–xY–nducedKsctivityKofKuvhe[KAngewandteiChemieizi
InternationaliEditionWK2018WKfhWKhbbgYhbbk 16.4 23

49 PredictingKβctanolYWaterKPartitionKuoefficientslKsreKQuantumKüechanicalK–mplicitKSolventKüodelsK
tetterKthanKwmpiricalKxragmentYtasedKüethodsq[KJournaliofiPhysicaliChemistryiBWK2019WKbcdWKgibaYgicc 3.4 22

48
scceleratedKcomputationKofKfreeKenergyKprofileKatKabKinitioKquantumKmechanical]molecularK
mechanicalKaccuracyKviaKaKsemiYempiricalKreferenceKpotential[K––[KRecalibratingKsemiYempiricalK
parametersKwithKforceKmatching[KPhysicaliChemistryiChemicaliPhysicsWK2019WKcbWKcafkfYcagaf

3.6 20

47 veltamidesKandKuroconamideslKwxpandingKtheKRangeKofKvualKzYbondKvonorsKforKSelectiveKsnionK
Recognition[KChemistryiziAiEuropeaniJournalWK2018WKceWKbbeaYbbfa 4.8 20

46 SumKxrequencyKyenerationKSpectroscopyKandKüolecularKvynamicsKSimulationsKRevealKaK
RotationallyKxluidKsdsorptionKStateKofK˛–YPineneKonKSilica[KJournaliofiPhysicaliChemistryiCWK2016WKbcaWKbcfhiYbcfik3.8 18

45 ProtonatedKalcoholsKareKexamplesKofKcompleteKchargeYshiftKbonds[KJournaliofiOrganiciChemistryWK
2014WKhkWKkkkiYbaaab 4.2 18

44 zalideKsnionKTriggeredKReactionsKofKüichaelKscceptorsKwithKTropyliumK–on[KAngewandteiChemieizi
InternationaliEditionWK2020WKfkWKbeffYbefk 16.4 18

43 sreKwxplicitKSolventKüodelsKüoreKsccurateKthanK–mplicitKSolventKüodelsqKsKuaseKStudyKonKtheK
üenschutkinKReaction[KJournaliofiPhysicaliChemistryiAWK2019WKbcdWKffiaYffik 2.8 17

42 TripletYtripletKenergyKtransferKinKartificialKandKnaturalKphotosyntheticKantennas[KProceedingsiofithei
NationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2017WKbbeWKwffbdYwffcb 11.5 17
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41 VisibleY±ightKPhotoswitchingKbyKszobenzazoles[KChemistryiziAiEuropeaniJournalWK2020WKcgWKbbadYbbba 4.8 16

40 TheKdistalKeffectKofKelectronYwithdrawingKgroupsKandKhydrogenKbondingKonKtheKstabilityKofKpeptideK
enolates[KJournaliofitheiAmericaniChemicaliSocietyWK2010WKbdcWKffbfYcb 16.4 15

39 üovYQü]üüKStructuralKRefinementKüethodlKuharacterizationKofKzydrogenKtondingKinKtheK
βxytrichaKnovaKyYQuadruplex[KJournaliofiChemicaliTheoryiandiComputationWK2014WKbaWKfbcfYdf 6.4 14

38 üachineY±earningYsssistedKxreeKwnergyKSimulationKofKSolutionYPhaseKandKwnzymeKReactions[K
JournaliofiChemicaliTheoryiandiComputationWK2021WKbhWKfhefYfhfi 6.4 14

37 zowKaccurateKareKapproximateKquantumKchemicalKmethodsKatKmodellingKsoluteYsolventKinteractionsK
inKsolvatedKclustersq[KPhysicaliChemistryiChemicaliPhysicsWK2020WKccWKdiffYdigg 3.6 13

36 αzuYuatalyzedKüetathesisKandKPhosphorylationKReactionsKofKvisulfideslKvevelopmentKandK
üechanisticK–nsights[KChemistryiziAiEuropeaniJournalWK2017WKcdWKgcfkYgcgd 4.8 12

35 snionKtindingKsffinitylKscidityKversusKuonformationalKwffects[KJournaliofiOrganiciChemistryWK2020WK
ifWKiaheYiaie 4.2 12

34 sccuracyKofKv±PαβYuuSvSTTlKwffectKofKtasisKSetKandKSystemKSize[KJournaliofiPhysicaliChemistryiAWK
2021WKbcfWKbffdYbfgd 2.8 12

33 UnanticipatedKStickinessKofK˛–YPinene[KJournaliofiPhysicaliChemistryiAWK2017WKbcbWKdcdkYdceg 2.8 11

32 SynthesisKofKS´–TYPanduratinKsKandKRelatedKαaturalKProductsKUsingKtheKzighKPressureKvielsâ��slderK
Reaction[KAsianiJournaliofiOrganiciChemistryWK2013WKcWKgaYgd 3 11

31 wisenporphyrinYkatalysierteKuYzYxunktionalisierungKvonK–ndolKmitKviazoacetonitrilKfˆ…rKdieKSyntheseK
vonKTryptaminen[KAngewandteiChemieWK2019WKbdbWKdggkYdghd 3.6 11

30 TechniquesKxorKStudiesKβfKwlectrochemicalKReactionsK–nKSolutionK2015WKbbhYbii 8

29 wvaluationKofKaKchiralKcubaneYbasedKSchiffKbaseKligandKinKasymmetricKcatalysisKreactions[KBeilsteini
JournaliofiOrganiciChemistryWK2012WKiWKbibeYi 2.5 8

28 RigidKbodyKtrownianKdynamicsKasKaKtoolKforKstudyingKionKchannelKblockers[KJournaliofiPhysicali
ChemistryiBWK2012WKbbgWKbkddYeb 3.4 8

27 TheKvistalKwffectKofKαYwlectronYwithdrawingKyroupsKonKtheKStabilityKofKPeptideKuarbonKRadicals[K
AustralianiJournaliofiChemistryWK2011WKgeWKead 1.2 8

26
ReversibleKcyclopropaneKringYcleavageKreactionsKwithinKethenoYbridgedK[e[d[b]propelladieneK
frameworksKleadingKtoKazaYKandKoxaY[f[g[f[g]fenestratetraenes[KChemistryiziAiEuropeaniJournalWK
2012WKbiWKbdfifYi

4.8 7

25
ValidationKofKtheKdistalKeffectKofKelectronYwithdrawingKgroupsKonKtheKstabilityKofKpeptideKenolatesK
andKitsKexploitationKinKtheKcontrolledKstereochemicalKinversionKofKaminoKacidKderivatives[KJournaliofi
OrganiciChemistryWK2011WKhgWKfkahYbe

4.2 7

24 voKtetterKQualityKwmbeddingKPotentialsKsccelerateKtheKuonvergenceKofKQü]üüKüodelsqKTheKuaseK
ofKSolvatedKscidKulusters[KMoleculesWK2018WKcdWK 4.8 7
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23 ProbingKtheKremarkableKthermalKkineticsKofKvisualKrhodopsinKwithKwbibQKandKSbigsKmutants[K
JournaliofiChemicaliPhysicsWK2017WKbegWKcbfbae 3.9 6

22 wlectronicKStructureKandKTripletYTripletKwnergyKTransferKinKsrtificialKPhotosyntheticKsntennas[K
PhotochemistryiandiPhotobiologyWK2019WKkfWKcbbYcbk 3.6 6

21 PeptidomimeticKStarKPolymersKforKTargetingKtiologicalK–onKuhannels[KPLoSiONEWK2016WKbbWKeabfcbgk 3.7 5

20 viaminomethylenemalononitrilesKandKviaminomethyleneindanedionesKasKvualKzydrogenKtondK
vonorsKforKsnionKRecognition[KJournaliofiOrganiciChemistryWK2021WKigWKekfhYekge 4.2 5

19 βriginKandKPredictionKofKzighlyKSpecificKtondKuleavageKSitesKinKtheKThermalKsctivationKofK–ntactK
ProteinK–ons[KChemistryiziAiEuropeaniJournalWK2019WKcfWKicdYide 4.8 5

18 MWaterYinYSugarMKwlectrolytesKwnableKUltrafastKandKStableKwlectrochemicalKαakedKProtonKStorage[K
SmallWK2021WKbhWKecbacdhf 11 5

17 sssessmentKofKseveralKmachineKlearningKmethodsKtowardsKreliableKpredictionKofKhormoneKreceptorK
bindingKaffinity[KChemicaliDataiCollectionsWK2017WKkYbaWKbbeYbce 2.1 4

16 SubstituentKeffectsKinKsolidYstateKassemblyKofKactivatedKbenzotriazoles[KCrystEngCommWK2019WKcbWKidfYiec3.3 4

15 PredictingKβctanolâ��WaterKPartitionKuoefficientsKofKxluorinatedKvrugY±ikeKüoleculeslKsKuombinedK
wxperimentalKandKTheoreticalKStudy[KAustralianiJournaliofiChemistryWK2020WKhdWKghh 1.2 4

14 PhotoinduzierteKProtonentransferreaktionenKfˆ…rKmildeKβYzYxunktionalisierungsreaktionenK
unreaktiverKslkohole[KAngewandteiChemieWK2020WKbdcWKfgaiYfgbd 3.6 4

13 TheKüβvYQü]üüKüethodlKspplicationsKtoKStudiesKofKPhotosystemK––KandKvαsKyYQuadruplexes[K
MethodsiiniEnzymologyWK2016WKfhhWKeedYib 1.7 4

12
üechanisticKStudiesKonKtheKtaseYPromotedKuonversionKofKslkoxyYSubstitutedWKRingYxusedK
gemYvihalocyclopropanesKintoKxuranslKwvidenceKforKaKProcessK–nvolvingKwlectrocyclicKRingKulosureK
ofKaKuarbonylKYlideK–ntermediate[KJournaliofiOrganiciChemistryWK2018WKidWKbdghiYbdgka

4.2 4

11 zydrogenYtondKvisruptingKwlectrolytesKforKxastKandKStableKProtonKtatteries[[KSmallWK2022WKeccabeek 11 4

10
βnKtheKmechanismKofKproteinKsuperchargingKinKelectrosprayKionisationKmassKspectrometrylKwffectsK
onKchargingKofKadditivesKwithKshortYKandKlongYchainKalkylKconstituentsKwithKcarbonateKandKsulphiteK
terminalKgroups[KAnalyticaiChimicaiActa:iXWK2019WKbWKbaaaae

2.2 3

9 spproximatingKcoupledKclusterKlevelKvibrationalKfrequenciesKwithKcompositeKmethods[KJournaliofi
PhysicaliChemistryiAWK2006WKbbaWKchkgYiaa 2.8 3

8 scceleratingKtheKualculationKofKSoluteYSolventK–nteractionKwnergiesKthroughKSystematicKüolecularK
xragmentation[KJournaliofiPhysicaliChemistryiAWK2019WKbcdWKiehgYieie 2.8 2

7 αanosecondKvynamicsKRegulateKtheKü–xY–nducedKsctivityKofKuvhe[KAngewandteiChemieWK2018WKbdaWKhcdeYhcdh3.6 2

6 sccurateKQuantumKuhemicalKPredictionKofKyasYPhaseKsnionKtindingKsffinitiesKandKTheirK
StructureYtindingKRelationships[KJournaliofiPhysicaliChemistryiAWK2021WKbcfWKkidiYkifb 2.8 2
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5 zalideKsnionKTriggeredKReactionsKofKüichaelKscceptorsKwithKTropyliumK–on[KAngewandteiChemieWK
2020WKbdcWKbehbYbehf 3.6 2

4 αontargetedK–dentificationKofKPlasmaKProteinsKβYWKαYWKandKSYTransmethylatedKbyKβYüethylK
βrganophosphates[KAnalyticaliChemistryWK2020WKkcWKbfecaYbfeci 7.8 2

3
SugarYsubstitutedKfluorousKbWcWdYtriazoleslKzelicalKtwistsKinKfluoroalkylKchainsKandKtheirKmolecularK
associationKinKtheKsolidKstateKandKcorrelationsKwithKphysicochemicalKproperties[KJournaliofiFluorinei
ChemistryWK2020WKcdgWKbakfdg

2.1 1

2 wxplanationKofKSubstituentKwffectsKonKtheKwnolizationKofK˛†YviketonesKandK˛†YKetoesters[KJournaliofi
ChemicaliEducationWK2021WKkiWKbaedYbaei 2.4 1

1 βnKtheKsccuracyKofKQü]üüKüodelslKsKSystematicKStudyKofK–ntramolecularKProtonKTransferK
ReactionsKofKsminoKscidsKinKWater[KJournaliofiPhysicaliChemistryiBWK2021WKbcfWKkdaeYkdbg 3.4 1
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