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k Paper IF Citations

93 wdvancesNinNmolecularNquantumNchemistryNcontainedNinNtheNQcyhemNjNprogramNpackagedNMolecularf
PhysicsbN2015bNggibNgnjchgk 1.7 2068

92 wNvariationalNeigenvalueNsolverNonNaNphotonicNquantumNprocessordNNaturefCommunicationsbN2014bNkbNjhgi17.4 1030

91 wNmetalcfreeNorganiccinorganicNaqueousNflowNbatterydNNaturebN2014bNkfkbNgokcn 50.4 1025

90 wutomaticNyhemicalNzesignNUsingNaNzataczrivenNyontinuousNRepresentationNofNMoleculesdNACSf
CentralfSciencebN2018bNjbNhlnchml 16.8 950

89 –nvironmentcassistedNquantumNwalksNinNphotosyntheticNenergyNtransferdNJournalfoffChemicalfPhysics
bN2008bNghobNgmjgfl 3.9 820

88 InverseNmolecularNdesignNusingNmachineNlearningpNGenerativeNmodelsNforNmatterNengineeringdN
SciencebN2018bNilgbNilfcilk 33.3 624

87 TheNtheoryNofNvariationalNhybridNquantumcclassicalNalgorithmsdNNewfJournalfoffPhysicsbN2016bNgnbNfhifhi 2.9 615

86 –nvironmentcassistedNquantumNtransportdNNewfJournalfoffPhysicsbN2009bNggbNfiiffi 2.9 606

85 SimulatedNquantumNcomputationNofNmolecularNenergiesdNSciencebN2005bNifobNgmfjcm 33.3 555

84 zesignNofNefficientNmolecularNorganicNlightcemittingNdiodesNbyNaNhighcthroughputNvirtualNscreeningN
andNexperimentalNapproachdNNaturefMaterialsbN2016bNgkbNgghfcm 27 492

83 UsingNcoherenceNtoNenhanceNfunctionNinNchemicalNandNbiophysicalNsystemsdNNaturebN2017bNkjibNljmclkl 50.4 367

82 TheNHarvardNyleanN–nergyNProjectpNLargecScaleNyomputationalNScreeningNandNzesignNofNOrganicN
PhotovoltaicsNonNtheNWorldNyommunityNGriddNJournalfoffPhysicalfChemistryfLettersbN2011bNhbNhhjgchhkg 6.4 367

81 zeepNlearningNenablesNrapidNidentificationNofNpotentNzzRgNkinaseNinhibitorsdNNaturefBiotechnologybN
2019bNimbNgfincgfjf 44.5 338

80 wcceleratingNtheNdiscoveryNofNmaterialsNforNcleanNenergyNinNtheNeraNofNsmartNautomationdNNaturef
ReviewsfMaterialsbN2018bNibNkchf 73.3 308

79 QuantumNyhemistryNinNtheNwgeNofNQuantumNyomputingdNChemicalfReviewsbN2019bNggobNgfnklcgfogk 68.1 288

78 RoleNofNquantumNcoherenceNandNenvironmentalNfluctuationsNinNchromophoricNenergyNtransportdN
JournalfoffPhysicalfChemistryfBbN2009bNggibNoojhcm 3.4 268

77 QuantumNcomputationalNchemistrydNReviewsfoffModernfPhysicsbN2020bNohbN 40.5 256
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76 yomputationalNdesignNofNmoleculesNforNanNallcquinoneNredoxNflowNbatterydNChemicalfSciencebN2015bNlbNnnkcnoi9.4 245

75 NeuralNNetworksNforNtheNPredictionNofNOrganicNyhemistryNReactionsdNACSfCentralfSciencebN2016bNhbNmhkcmih16.8 234

74 QSwRNwithoutNbordersdNChemicalfSocietyfReviewsbN2020bNjobNikhkciklj 58.5 196

73 StrategiesNforNquantumNcomputingNmolecularNenergiesNusingNtheNunitaryNcoupledNclusterNansatzdN
QuantumfSciencefandfTechnologybN2019bNjbNfgjffn 5.5 189

72 wtomisticNstudyNofNtheNlongclivedNquantumNcoherencesNinNtheNFennacMatthewscOlsonNcomplexdN
BiophysicalfJournalbN2012bNgfhbNljoclf 2.9 178

71 LeadNcandidatesNforNhighcperformanceNorganicNphotovoltaicsNfromNhighcthroughputNquantumN
chemistryNâ��NtheNHarvardNyleanN–nergyNProjectdNEnergyfandfEnvironmentalfSciencebN2014bNmbNloncmfj 35.4 158

70 QuantumNautoencodersNforNefficientNcompressionNofNquantumNdatadNQuantumfSciencefandf
TechnologybN2017bNhbNfjkffg 5.5 154

69 SelfcdrivingNlaboratoryNforNacceleratedNdiscoveryNofNthincfilmNmaterialsdNSciencefAdvancesbN2020bNlbNeaaznnlm14.3 138

68 PhoenicspNwNxayesianNOptimizerNforNyhemistrydNACSfCentralfSciencebN2018bNjbNggijcggjk 16.8 126

67 LearningNfromNtheNHarvardNyleanN–nergyNProjectpNTheNUseNofNNeuralNNetworksNtoNwccelerateN
MaterialsNziscoverydNAdvancedfFunctionalfMaterialsbN2015bNhkbNljokclkfh 15.6 121

66 zesignNPrinciplesNandNTopNNoncFullereneNwcceptorNyandidatesNforNOrganicNPhotovoltaicsdNJoulebN
2017bNgbNnkmcnmf 27.8 120

65 ModifiedNscaledNhierarchicalNequationNofNmotionNapproachNforNtheNstudyNofNquantumNcoherenceNinN
photosyntheticNcomplexesdNJournalfoffPhysicalfChemistryfBbN2011bNggkbNgkigcm 3.4 110

64 OnNtheNalternativesNforNbathNcorrelatorsNandNspectralNdensitiesNfromNmixedNquantumcclassicalN
simulationsdNJournalfoffChemicalfPhysicsbN2012bNgimbNhhjgfi 3.9 107

63 NextcGenerationN–xperimentationNwithNSelfczrivingNLaboratoriesdNTrendsfinfChemistrybN2019bNgbNhnhchog 14.8 91

62 MachineNlearningNexcitonNdynamicsdNChemicalfSciencebN2016bNmbNkgiockgjm 9.4 90

61 yommunicationpN–xcitoncphononNinformationNflowNinNtheNenergyNtransferNprocessNofNphotosyntheticN
complexesdNJournalfoffChemicalfPhysicsbN2011bNgijbNgfggfi 3.9 89

60
ScalableNHighcPerformanceNwlgorithmNforNtheNSimulationNofN–xcitonNzynamicsdNwpplicationNtoNtheN
LightcHarvestingNyomplexNIINinNtheNPresenceNofNResonantNVibrationalNModesdNJournalfoffChemicalf
TheoryfandfComputationbN2014bNgfbNjfjkckj

6.4 86

59 SelfcreferencingNembeddedNstringsNVS–LFI–SWpNwNgffSNrobustNmolecularNstringNrepresentationdN
MachinefLearning:fSciencefandfTechnologybN2020bNgbNfjkfhj 5.1 85

(2020-2015)

3



58 wbsenceNofNQuantumNOscillationsNandNzependenceNonNSiteN–nergiesNinN–lectronicN–xcitationN
TransferNinNtheNFennaâ��Matthewsâ��OlsonNTrimerdNJournalfoffPhysicalfChemistryfLettersbN2011bNhbNhoghchogm 6.4 79

57 InfluenceNofNForceNFieldsNandNQuantumNyhemistryNwpproachNonNSpectralNzensitiesNofNxyhlNaNinN
SolutionNandNinNFMONProteinsdNJournalfoffPhysicalfChemistryfBbN2015bNggobNoookcgfffj 3.4 74

56 yhemOSpNOrchestratingNautonomousNexperimentationdNSciencefRoboticsbN2018bNibN 18.6 73

55 xeyondNTernaryNOPVpNHighcThroughputN–xperimentationNandNSelfczrivingNLaboratoriesNOptimizeN
MulticomponentNSystemsdNAdvancedfMaterialsbN2020bNihbNegofmnfg 24 66

54 TheNMatterNSimulationNVRWevolutiondNACSfCentralfSciencebN2018bNjbNgjjcgkh 16.8 66

53 zataczrivenNStrategiesNforNwcceleratedNMaterialsNzesigndNAccountsfoffChemicalfResearchbN2021bNkjbNnjocnlf24.3 61

52 HowNmachineNlearningNcanNassistNtheNinterpretationNofNmolecularNdynamicsNsimulationsNandN
conceptualNunderstandingNofNchemistrydNChemicalfSciencebN2019bNgfbNhhonchifm 9.4 58

51 InverseNdesignNofNnanoporousNcrystallineNreticularNmaterialsNwithNdeepNgenerativeNmodelsdNNaturef
MachinefIntelligencebN2021bNibNmlcnl 22.5 58

50 TheNHarvardNorganicNphotovoltaicNdatasetdNScientificfDatabN2016bNibNglffnl 8.2 57

49 MachineNlearningNforNquantumNdynamicspNdeepNlearningNofNexcitationNenergyNtransferNpropertiesdN
ChemicalfSciencebN2017bNnbNnjgocnjhl 9.4 55

48 zisentanglingNelectronicNandNvibronicNcoherencesNinNtwocdimensionalNechoNspectradNJournalfoff
PhysicalfChemistryfBbN2013bNggmbNoinfck 3.4 54

47 MachineclearnedNpotentialsNforNnextcgenerationNmatterNsimulationsdNNaturefMaterialsbN2021bNhfbNmkfcmlg27 54

46 yhimerapNenablingNhierarchyNbasedNmulticobjectiveNoptimizationNforNselfcdrivingNlaboratoriesdN
ChemicalfSciencebN2018bNobNmljhcmlkk 9.4 53

45 NoisyNintermediatecscaleNquantumNalgorithmsdNReviewsfoffModernfPhysicsbN2022bNojbN 40.5 49

44 wutonomousNMolecularNzesignpNThenNandNNowdNACSfAppliedfMaterialsfmamp;fInterfacesbN2019bNggbNhjnhkchjnil9.5 48

43
LocalNproteinNsolvationNdrivesNdirectNdowncconversionNinNphycobiliproteinNPyljkNviaNincoherentN
vibronicNtransportdNProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericabN
2018bNggkbN–iijhc–iikf

11.5 47

42 NanoparticleNsynthesisNassistedNbyNmachineNlearningdNNaturefReviewsfMaterialsbN2021bNlbNmfgcmgl 73.3 38

41 wNxayesianNwpproachNtoNPredictNSolubilityNParametersdNAdvancedfTheoryfandfSimulationsbN2019bNhbNgnffflo3.5 36
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40
wNMixedNQuantumNyhemistryeMachineNLearningNwpproachNforNtheNFastNandNwccurateNPredictionNofN
xiochemicalNRedoxNPotentialsNandNItsNLargecScaleNwpplicationNtoNigkNfffNRedoxNReactionsdNACSf
CentralfSciencebN2019bNkbNggoocghgf

16.8 35

39 wutomaticNzifferentiationNinNQuantumNyhemistryNwithNwpplicationsNtoNFullyNVariationalN
HartreecFockdNACSfCentralfSciencebN2018bNjbNkkockll 16.8 35

38
UVcVisNspectrophotometryNofNquinoneNflowNbatteryNelectrolyteNforNinNsituNmonitoringNandNimprovedN
electrochemicalNmodelingNofNpotentialNandNquinhydroneNformationdNPhysicalfChemistryfChemicalf
PhysicsbN2017bNgobNiglnjciglog

3.6 35

37 FreeNenergyNanalysisNandNmechanismNofNbaseNpairNstackingNinNnickedNzNwdNNucleicfAcidsfResearchbN
2016bNjjbNmgffcn 20.1 35

36 yhemOSpNwnNorchestrationNsoftwareNtoNdemocratizeNautonomousNdiscoverydNPLoSfONEbN2020bNgkbNefhhonlh3.7 35

35 MaterialsNwccelerationNPlatformspNOnNtheNwayNtoNautonomousNexperimentationdNCurrentfOpinionfinf
GreenfandfSustainablefChemistrybN2020bNhkbNgffimf 7.9 28

34 ResourcecefficientNdigitalNquantumNsimulationNofNdclevelNsystemsNforNphotonicbNvibrationalbNandN
spincsNHamiltoniansdNNpjfQuantumfInformationbN2020bNlbN 8.6 27

33 ProbingNbiologicalNlightcharvestingNphenomenaNbyNopticalNcavitiesdNPhysicalfReviewfBbN2012bNnkbN 3.3 24

32 zesigningNandNunderstandingNlightcharvestingNdevicesNwithNmachineNlearningdNNaturef
CommunicationsbN2020bNggbNjknm 17.4 21

31 –fficiencyNofNenergyNfunnelingNinNtheNphotosystemNIINsupercomplexNofNhigherNplantsdNChemicalf
SciencebN2016bNmbNjgmjcjgni 9.4 21

30 zatacscienceNdrivenNautonomousNprocessNoptimizationdNCommunicationsfChemistrybN2021bNjbN 6.3 19

29 wNfeasibleNapproachNforNautomaticallyNdifferentiableNunitaryNcoupledcclusterNonNquantumN
computersdNChemicalfSciencebN2021bNghbNijomcikfn 9.4 18

28 MachineNlearningNdirectedNdrugNformulationNdevelopmentdNAdvancedfDrugfDeliveryfReviewsbN2021bN
gmkbNgginfl 18.5 17

27 WhenNroboticsNmetNfluidicsdNLabfonfAfChipbN2020bNhfbNmfocmgl 7.2 16

26 NavigatingNthroughNtheNMazeNofNHomogeneousNyatalystNzesignNwithNMachineNLearningdNTrendsfinf
ChemistrybN2021bNibNolcggf 14.8 16

25 xeyondNgenerativeNmodelspNsuperfastNtraversalbNoptimizationbNnoveltybNexplorationNandNdiscoveryN
VSTON–zWNalgorithmNforNmoleculesNusingNS–LFI–SdNChemicalfSciencebN2021bNghbNmfmocmfof 9.4 16

24 OlympuspNaNbenchmarkingNframeworkNforNnoisyNoptimizationNandNexperimentNplanningdNMachinef
Learning:fSciencefandfTechnologybN2021bNhbNfikfhg 5.1 14

23 GryffinpNwnNalgorithmNforNxayesianNoptimizationNofNcategoricalNvariablesNinformedNbyNexpertN
knowledgedNAppliedfPhysicsfReviewsbN2021bNnbNfigjfl 17.3 14
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22 OscillatoryNwctivecsiteNMotionsNyorrelateNwithNKineticNIsotopeN–ffectsNinNFormateNzehydrogenasedN
ACSfCatalysisbN2019bNobNgggoocgghfl 13.1 13

21
zisentanglementNofNexcitedcstateNdynamicsNwithNimplicationsNforNFR–TNmeasurementspN
twocdimensionalNelectronicNspectroscopyNofNaNxOzIPYcfunctionalizedNcavitanddNChemicalfSciencebN
2018bNobNilojcimfi

9.4 12

20 SelfczrivingNPlatformNforNMetalNNanoparticleNSynthesispNyombiningNMicrofluidicsNandNMachineN
LearningdNAdvancedfFunctionalfMaterialsbhgflmhk 15.6 11

19 T–QUILwpNaNplatformNforNrapidNdevelopmentNofNquantumNalgorithmsdNQuantumfSciencefandf
TechnologybN2021bNlbNfhjffo 5.5 10

18 MetacVariationalNQuantumN–igensolverpNLearningN–nergyNProfilesNofNParameterizedNHamiltoniansN
forNQuantumNSimulationdNPRXfQuantumbN2021bNhbN 6.1 9

17 FromNwbsorptionNSpectraNtoNyhargeNTransferNinNNanoaggregatesNofNOligomersNwithNMachineN
LearningdNACSfNanobN2020bNgjbNlknoclkon 16.7 8

16 wbsenceNofNSelectionNforNQuantumNyoherenceNinNtheNFennacMatthewscOlsonNyomplexpNwNyombinedN
–volutionaryNandN–xcitonicNStudydNACSfCentralfSciencebN2017bNibNgfnlcgfok 16.8 7

15
yharacterizationNandNquantificationNofNtheNroleNofNcoherenceNinNultrafastNquantumNbiologicalN
experimentsNusingNquantumNmasterNequationsbNatomisticNsimulationsbNandNquantumNprocessN
tomographydNProcediafChemistrybN2011bNibNiihcijl

6

14 ReducingNQubitNRequirementsNwhileNMaintainingNNumericalNPrecisionNforNtheNVariationalNQuantumN
–igensolverpNwNxasiscSetcFreeNwpproachdNJournalfoffPhysicalfChemistryfLettersbN2021bNghbNlliclmi 6.4 6

13 wNcompactNnativeNhjcresidueNsupersecondaryNstructureNderivedNfromNtheNvillinNheadpieceN
subdomaindNBiophysicalfJournalbN2015bNgfnbNlmncnl 2.9 5

12 QuantumNcomputationNofNeigenvaluesNwithinNtargetNintervalsdNQuantumfSciencefandfTechnologybN
2021bNlbNfgkffj 5.5 5

11 TeamcxasedNLearningNforNScientificNyomputingNandNwutomatedN–xperimentationpNVisualizationNofN
yoloredNReactionsdNJournalfoffChemicalfEducationbN2020bNombNlnocloj 2.4 4

10 zatacscienceNdrivenNautonomousNprocessNoptimization 4

9 GolempNanNalgorithmNforNrobustNexperimentNandNprocessNoptimizationdNChemicalfSciencebN2021bNghbNgjmohcgjnfm9.4 4

8 wNquantumNcomputingNviewNonNunitaryNcoupledNclusterNtheoryddNChemicalfSocietyfReviewsbN2022bN 58.5 4

7 wutomatedNdesignNofNsuperconductingNcircuitsNandNitsNapplicationNtoNjclocalNcouplersdNNpjfQuantumf
InformationbN2021bNmbN 8.6 3

6 ParallelNtemperedNgeneticNalgorithmNguidedNbyNdeepNneuralNnetworksNforNinverseNmolecularNdesign 3

5
FilmNFabricationNTechniquespNxeyondNTernaryNOPVpNHighcThroughputN–xperimentationNandN
SelfczrivingNLaboratoriesNOptimizeNMulticomponentNSystemsNVwdvdNMaterdNgjehfhfWdNAdvancedf
MaterialsbN2020bNihbNhfmfggf

24 2
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4 zatacscienceNdrivenNautonomousNprocessNoptimization 2

3 QuantumNcomputercaidedNdesignNofNquantumNopticsNhardwaredNQuantumfSciencefandfTechnologybN
2021bNlbNfikfgf 5.5 2

2 MachineNlearningNforNanalysingNabNinitioNmolecularNdynamicsNsimulationsdNJournalfoffPhysics:f
ConferencefSeriesbN2020bNgjghbNfjhffi 0.3 1

1 RoutescorepNPunchingNtheNTicketNtoNMoreN–fficientNMaterialsNzevelopmentddNACSfCentralfSciencebN
2022bNnbNghhcgig 16.8 1
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