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92 PredictionLofLproteinLpLwithLrepresentationLlearning]]LChemicalnScienceXL2022XLceXLdfhd[dfif 9.4 3

91 TheLtransformationalLroleLofLyPULcomputingLandLdeepLlearningLinLdrugLdiscovery]LNaturenMachinen
IntelligenceXL2022XLfXLdcc[ddc 22.5 6

90 TowardLuhemicalLsccuracyLinLPredictingLwnthalpiesLofLxormationLwithLyeneral[PurposeLvata[vrivenL
üethods]]LJournalnofnPhysicalnChemistrynLettersXL2022XLefik[efkc 6.4 5

89 üachine[Learning[yuidedLviscoveryLofLxLüR{LsgentsLwnabledLbyLsutomatedLuopolymerLSynthesis]L
JournalnofnthenAmericannChemicalnSocietyXL2021XLcfeXLcihii[cihjk 16.4 10

88 vevelopmentLofLüultimodalLüachineLLearningLPotentialslLTowardLaLPhysics[swareLsrtificialL
{ntelligence]LAccountsnofnChemicalnResearchXL2021XLgfXLcgig[cgjg 24.3 30

87 testLpracticesLinLmachineLlearningLforLchemistry]LNaturenChemistryXL2021XLceXLgbg[gbj 17.6 61

86 urowdsourcedLmappingLofLunexploredLtargetLspaceLofLkinaseLinhibitors]LNaturenCommunicationsXL
2021XLcdXLeebi 17.4 8

85 üachineLlearnedLzˆ…ckelLtheorylL{nterfacingLphysicsLandLdeepLneuralLnetworks]LJournalnofnChemicaln
PhysicsXL2021XLcgfXLdffcbj 3.9 12

84 OpenuhemlLsLveepLLearningLToolkitLforLuomputationalLuhemistryLandLvrugLvesign]LJournalnofn
ChemicalnInformationnandnModelingXL2021XLhcXLi[ce 6.1 13

83 TeachingLaLneuralLnetworkLtoLattachLandLdetachLelectronsLfromLmolecules]LNaturenCommunicationsXL
2021XLcdXLfjib 17.4 14

82 sLcriticalLoverviewLofLcomputationalLapproachesLemployedLforLuOV{v[ckLdrugLdiscovery]LChemicaln
SocietynReviewsXL2021XLgbXLkcdc[kcgc 58.5 36

81 srtificialLintelligence[enhancedLquantumLchemicalLmethodLwithLbroadLapplicability]LNaturen
CommunicationsXL2021XLcdXLibdd 17.4 11

80 TheLsα{[cccxLandLsα{[cxLdataLsetsXLcoupled[clusterLandLdensityLfunctionalLtheoryLpropertiesLforL
molecules]LScientificnDataXL2020XLiXLcef 8.2 47

79 Torchsα{lLsLxreeLandLOpenLSourceLPyTorch[tasedLveepLLearningL{mplementationLofLtheLsα{L
αeuralLαetworkLPotentials]LJournalnofnChemicalnInformationnandnModelingXL2020XLhbXLefbj[efcg 6.1 49

78 wxtendingLtheLspplicabilityLofLtheLsα{LveepLLearningLüolecularLPotentialLtoLSulfurLandLzalogens]L
JournalnofnChemicalnTheorynandnComputationXL2020XLchXLfckd[fdbd 6.4 45

77 QSsRLwithoutLborders]LChemicalnSocietynReviewsXL2020XLfkXLegdg[eghf 58.5 196

76 TheLsxLOWLxleetLforLüaterialsLviscoveryL2020XLcijg[cjcd 1
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75 PredictingLThermalLPropertiesLofLurystalsLUsingLüachineLLearning]LAdvancednTheorynandnSimulations
XL2020XLeXLckbbdbj 3.5 14

74 vRsuOαlLdisconnectedLgraphLneuralLnetworkLforLatomLmappingLinLchemicalLreactions]LPhysicaln
ChemistrynChemicalnPhysicsXL2020XLddXLdhfij[dhfjh 3.6 4

73 zighLThroughputLScreeningLofLüillionsLofLvanLderLWaalsLzeterostructuresLforLSuperlubricantL
spplications]LAdvancednTheorynandnSimulationsXL2020XLeXLdbbbbdk 3.5 4

72 TheL{norganicLurystalLStructureLvatabaseLT{uSvUlLsLToolLforLüaterialsLSciencesL2019XLfc[gf 2

71 xromLTopologicalLvescriptorsLtoLwxpertLSystemslLsLRouteLtoLPredictableLüaterialsL2019XLcbi[cfi 2

70 üachineLLearningL{nteratomicLPotentialsLforLylobalLOptimizationLandLüolecularLvynamicsL
SimulationL2019XLdge[djj 2

69 uommunityLassessmentLtoLadvanceLcomputationalLpredictionLofLcancerLdrugLcombinationsLinLaL
pharmacogenomicLscreen]LNaturenCommunicationsXL2019XLcbXLdhif 17.4 119

68 TheLsxLOWLxleetLforLüaterialsLviscoveryL2019XLc[dj

67 QuantitativeLStructure[PriceLRelationshipLTQSPRULüodelingLandLtheLvevelopmentLofLwconomicallyL
xeasibleLvrugLviscoveryLProjects]LJournalnofnChemicalnInformationnandnModelingXL2019XLgkXLcebh[cece 6.1 3

66 sccurateLandLtransferableLmultitaskLpredictionLofLchemicalLpropertiesLwithLanLatoms[in[moleculesL
neuralLnetwork]LSciencenAdvancesXL2019XLgXLeaavhfkb 14.3 82

65 spproachingLcoupledLclusterLaccuracyLwithLaLgeneral[purposeLneuralLnetworkLpotentialLthroughL
transferLlearning]LNaturenCommunicationsXL2019XLcbXLdkbe 17.4 213

64 üodelingLüaterialsLQuantumLPropertiesLwithLüachineLLearningL2019XLcic[cik 1

63 urystallographyLOpenLvatabaselLzistoryXLvevelopmentXLandLPerspectivesL2019XLc[ek 1

62 PaulingLxilelLTowardLaLzolisticLViewL2019XLgg[cbh 5

61 uognitiveLuhemistrylLTheLüarriageLofLüachineLLearningLandLuhemistryLtoLsccelerateLüaterialsL
viscoveryL2019XLdde[dgc

60 sutomatedLuomputationLofLüaterialsLPropertiesL2019XLcjc[ddd 1

59 sLzigh[ThroughputLuomputationalLStudyLvrivenLbyLtheLsiivsLüaterialsL{nformaticsLxrameworkLandL
theLPsUL{αyLx{LwLasLReferenceLvatabaseL2019XLcfk[cib 1

58 {nter[üodularLLinkersLplayLaLcrucialLroleLinLgoverningLtheLbiosynthesisLofLnon[ribosomalLpeptides]L
BioinformaticsXL2019XLegXLegjf[egkc 7.2 5
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57 sdsorptionLofLnitrogen[containingLcompoundsLonLhydroxylatedL˛–[quartzLsurfaces]]LRSCnAdvancesXL
2019XLkXLehbhh[ehbif 3.7

56 wfficientLPredictionLofLStructuralLandLwlectronicLPropertiesLofLzybridLdvLüaterialsLUsingL
uomplementaryLvxTLandLüachineLLearningLspproaches]LAdvancednTheorynandnSimulationsXL2019XLdXLcjbbcdj3.5 34

55 üaterialsLdiscoveryLbyLchemicalLanalogylLroleLofLoxidationLstatesLinLstructureLprediction]LFaradayn
DiscussionsXL2018XLdccXLgge[ghj 3.6 14

54 TransferableLvynamicLüolecularLuhargeLsssignmentLUsingLveepLαeuralLαetworks]LJournalnofn
ChemicalnTheorynandnComputationXL2018XLcfXLfhji[fhkj 6.4 65

53 viscoveringLaLTransferableLuhargeLsssignmentLüodelLUsingLüachineLLearning]LJournalnofnPhysicaln
ChemistrynLettersXL2018XLkXLffkg[fgbc 6.4 65

52 üachineLlearningLforLmolecularLandLmaterialsLscience]LNatureXL2018XLggkXLgfi[ggg 50.4 1282

51 veepLreinforcementLlearningLforLdeLnovoLdrugLdesign]LSciencenAdvancesXL2018XLfXLeaapijjg 14.3 401

50 TheLsxLOWLxleetLforLüaterialsLviscoveryL2018XLc[dj 9

49 LessLisLmorelLSamplingLchemicalLspaceLwithLactiveLlearning]LJournalnofnChemicalnPhysicsXL2018XLcfjXLdfciee3.9 249

48 sxLOW[üLlLsLRwSTfulLsP{LforLmachine[learningLpredictionsLofLmaterialsLproperties]LComputationaln
MaterialsnScienceXL2018XLcgdXLcef[cfg 3.2 51

47 sα{[clLanLextensibleLneuralLnetworkLpotentialLwithLvxTLaccuracyLatLforceLfieldLcomputationalLcost]L
ChemicalnScienceXL2017XLjXLeckd[edbe 9.4 705

46 sα{[cXLsLdataLsetLofLdbLmillionLcalculatedLoff[equilibriumLconformationsLforLorganicLmolecules]L
ScientificnDataXL2017XLfXLcibcke 8.2 114

45 UniversalLfragmentLdescriptorsLforLpredictingLpropertiesLofLinorganicLcrystals]LNaturen
CommunicationsXL2017XLjXLcghik 17.4 289

44 stlasLRegenerationXL{nc]LRegenerativenMedicineXL2016XLccXLcfc[e 2.5

43 QSsRLüodelingLofLToxdcLuhallengeLStressLResponseLandLαuclearLReceptorLSignalingLToxicityL
sssays]LFrontiersninnEnvironmentalnScienceXL2016XLfXL 4.8 42

42 üaterialLinformaticsLdrivenLdesignLandLexperimentalLvalidationLofLleadLtitanateLasLanLaqueousLsolarL
photocathode]LMaterialsnDiscoveryXL2016XLhXLk[ch 21

41
sreLtheLreductionLandLoxidationLpropertiesLofLnitrocompoundsLdissolvedLinLwaterLdifferentLfromL
thoseLproducedLwhenLadsorbedLonLaLsilicaLsurfaceqLsLvxTLübg[dXLcomputationalLstudy]LJournalnofn
ComputationalnChemistryXL2015XLehXLcbdk[eg

3.5 10

40 üaterialsLuartographylLRepresentingLandLüiningLüaterialsLSpaceLUsingLStructuralLandLwlectronicL
xingerprints]LChemistrynofnMaterialsXL2015XLdiXLieg[ife 9.6 172
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39 uomputationalLmodelingLofLbacteriophageLself[assemblyLduringLformationLofLhierarchicalL
structures]LMaterialsnResearchnSocietynSymposianProceedingsXL2015XLciddXLi

38 ValidationLofLaLnovelLsecretionLmodificationLregionLTSüRULofLz{V[cLαefLusingLcohortLsequenceL
analysisLandLmolecularLmodeling]LJournalnofnMolecularnModelingXL2012XLcjXLfhbe[ce 2 8

37 {nLsilicoLstructure[functionLanalysisLofLw]LcloacaeLnitroreductase]LProteins:nStructure,nFunctionnandn
BioinformaticsXL2012XLjbXLdidj[fc 4.2 10

36 üechanicalLpropertiesLofLsiliconLnanowires]LWileynInterdisciplinarynReviews:nComputationalnMolecularn
ScienceXL2012XLdXLjci[jdj 7.9 11

35 wvaluationLofLnaturalLandLnitramineLbindingLenergiesLtoLe[vLmodelsLofLtheLScSdLdomainsLinLtheL
α[methyl[v[aspartateLreceptor]LJournalnofnMolecularnModelingXL2012XLcjXLcdie[jf 2

34 wffectLofLsolvationLonLtheLverticalLionizationLenergyLofLthyminelLfromLmicrohydrationLtoLbulk]L
JournalnofnPhysicalnChemistrynAXL2011XLccgXLhbdj[ej 2.8 84

33 αovelLviewLonLtheLmechanismLofLwater[assistedLprotonLtransferLinLtheLvαsLbaseslLbulkLwaterL
hydration]LPhysicalnChemistrynChemicalnPhysicsXL2011XLceXLfecc[i 3.6 54

32 ReactionLofLbicyclo[d]d]c]hept[g[ene[endo[d[ylmethylamineLandLnitrophenylLglycidylLethers]LJournaln
ofnPhysicalnOrganicnChemistryXL2011XLdfXLibg[ice 2.1 4

31 TowardLrobustLcomputationalLelectrochemicalLpredictingLtheLenvironmentalLfateLofLorganicL
pollutants]LJournalnofnComputationalnChemistryXL2011XLedXLdckg[dbe 3.5 37

30 uarâ��ParrinelloLüolecularLvynamicsLSimulationsLofLTensileLTestsLonLSinbbcpLαanowires]LJournalnofn
PhysicalnChemistrynCXL2011XLccgXLcddje[cddkd 3.8 5

29 zydrationLofLnucleicLacidLbaseslLaLuar[ParrinelloLmolecularLdynamicsLapproach]LPhysicalnChemistryn
ChemicalnPhysicsXL2010XLcdXLeehe[ig 3.6 23

28 αewLinsightLonLstructuralLpropertiesLofLhydratedLnucleicLacidLbasesLfromLabLinitioLmolecularL
dynamics]LPhysicalnChemistrynChemicalnPhysicsXL2010XLcdXLkkfg[gf 3.6 22

27 One[electronLstandardLreductionLpotentialsLofLnitroaromaticLandLcyclicLnitramineLexplosives]L
EnvironmentalnPollutionXL2010XLcgjXLebfj[ge 9.3 35

26 sbLinitioLmolecularLdynamicsLstudyLonLtheLinitialLchemicalLeventsLinLnitramineslLthermalL
decompositionLofLuL[db]LJournalnofnPhysicalnChemistrynBXL2008XLccdXLccbbg[ce 3.4 80

25 wfficientLandLaccurateLabLinitioLpredictionLofLthermodynamicLparametersLforLintermolecularL
complexes]LChemicalnPhysicsnLettersXL2008XLfgcXLcfi[cgd 2.5 7

24 sreLisolatedLnucleicLacidLbasesLreallyLplanarqLsLuar[ParrinelloLmolecularLdynamicsLstudy]LJournalnofn
PhysicalnChemistrynBXL2007XLcccXLefih[jb 3.4 23

23 wlectronicLstructureLandLbondingLofL{xeTPhαOdU}hLcomplexeslLaLdensityLfunctionalLtheoryLstudy]L
JournalnofnPhysicalnChemistrynAXL2007XLcccXLegic[h 2.8 4

22 TheoreticalLcalculationslLcanLyibbsLfreeLenergyLforLintermolecularLcomplexesLbeLpredictedL
efficientlyLandLaccuratelyq]LJournalnofnComputationalnChemistryXL2007XLdjXLcgkj[chbk 3.5 28
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21 uarboxamidesLandLaminesLhavingLtwoLandLthreeLadamantaneLfragments]LRussiannJournalnofnOrganicn
ChemistryXL2007XLfeXLchfd[chgb 0.7 2

20 Structure[toxicityLrelationshipsLofLnitroaromaticLcompounds]LMolecularnDiversityXL2006XLcbXLdee[fg 3.1 75

19 SynthesisLandLReactivityLofLsminesLuontainingLSeveralLuage[likeLxragments]LRussiannJournalnofn
OrganicnChemistryXL2005XLfcXLhij[hjj 0.7 3

18 scylationLofLsminopyridinesLandLRelatedLuompoundsLwithLwndicLsnhydride]LRussiannJournalnofn
OrganicnChemistryXL2005XLfcXLcgeb[cgej 0.7 12

17 ReactionLofLwndicLsnhydrideLwithLzydrazinesLandLscylhydrazines]LRussiannJournalnofnOrganicn
ChemistryXL2004XLfbXLccfb[ccfg 0.7 3

16 smidesLcontainingLtwoLnorborneneLfragments]LSynthesisLandLchemicalLtransformations]LRussiann
JournalnofnOrganicnChemistryXL2004XLfbXLcfcg[cfdh 0.7 4

15 üodelingLtheLyas[PhaseLReductionLofLαitrobenzeneLtoLαitrosobenzeneLbyL{ronLüonoxidelLLsL
vensityLxunctionalLTheoryLStudy]LJournalnofnPhysicalnChemistrynAXL2004XLcbjXLfjij[fjjh 2.8 11

14 sminoLslcoholsLwithLticyclicLuarbonLSkeleton]LslternativeLxunctionalizationLofLαucleophilicL
ReactionLuenters]LRussiannJournalnofnOrganicnChemistryXL2003XLekXLcekj[cfbg 0.7 3

13 αewLα[TsrylsulfonylU[g[aminomethylbicyclo[d]d]c]hept[d[enes]LSynthesisXLczLandLceuLαüRLSpectraXL
andLuhemicalLReactions]LRussiannJournalnofnOrganicnChemistryXL2002XLejXLgge[ghe 0.7 3

12 wxtendingLtheLspplicabilityLofLtheLsα{LveepLLearningLüolecularLPotentialLtoLSulfurLandLzalogens 2

11 TeachingLaLαeuralLαetworkLtoLsttachLandLvetachLwlectronsLfromLüolecules 7

10 spproachingLcoupledLclusterLaccuracyLwithLaLgeneral[purposeLneuralLnetworkLpotentialLthroughL
transferLlearning 3

9 urowdsourcedLmappingLextendsLtheLtargetLspaceLofLkinaseLinhibitors 3

8 TowardsLchemicalLaccuracyLforLalchemicalLfreeLenergyLcalculationsLwithLhybridLphysics[basedL
machineLlearningLaLmolecularLmechanicsLpotentials 15

7 TeachingLaLαeuralLαetworkLtoLsttachLandLvetachLwlectronsLfromLüolecules 2

6 TeachingLaLαeuralLαetworkLtoLsttachLandLvetachLwlectronsLfromLüolecules 2

5 LearningLmolecularLpotentialsLwithLneuralLnetworks]LWileynInterdisciplinarynReviews:nComputationaln
MolecularnScienceXecghf 7.9 2

4 sLtagLofLTricksLforLsutomatedLveLαovoLvesignLofLüoleculesLwithLtheLvesiredLPropertieslL
spplicationLtoLwyxRL{nhibitorLviscovery 3
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3 sLtagLofLTricksLforLsutomatedLveLαovoLvesignLofLüoleculesLwithLtheLvesiredLPropertieslL
spplicationLtoLwyxRL{nhibitorLviscovery 2

2 sctiveLLearningLinLtayesianLαeuralLαetworksLforLtandgapLPredictionsLofLαovelLVanLderLWaalsL
zeterostructures]LAdvancednIntelligentnSystemsXdcbbbjb 6 1

1 RoadmapLonLüachineLLearningLinLwlectronicLStructure]LElectronicnStructureX 2.6 7
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