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61 UltralargeNVirtualNScreeningNIdentifiesNSyRScαoVchNMainNProteaseNInhibitorsNwithNzroadcSpectrumN
yctivityNagainstNαoronavirusesddNJournalrofrtherAmericanrChemicalrSocietybN2022bN 16.4 16

60 StructureczasedNVirtualNScreeningNforNLigandsNofNGNProteincαoupledNReceptorsrNWhatNαanNMolecularN
βockingNβoNforNYouwdNPharmacologicalrReviewsbN2021bNnibNlhnclml 22.5 4

59 FragmentcbasedNdesignNofNselectiveNGPαRNligandsNguidedNbyNfreeNenergyNsimulationsdNChemicalr
CommunicationsbN2021bNlnbNghiflcghifo 5.8 2

58 yNpracticalNguideNtoNlargecscaleNdockingdNNaturerProtocolsbN2021bNgmbNknppckoih 18.8 35

57 αanNmolecularNdynamicsNsimulationsNimproveNtheNstructuralNaccuracyNandNvirtualNscreeningN
performanceNofNGPαRNmodelswdNPLoSrComputationalrBiologybN2021bNgnbNegffopim 5 2

56 StructurecGuidedNβesignNofNGcProteincαoupledNReceptorNPolypharmacologydNAngewandterChemiebN
2021bNgiibNgognfcgogno 3.6

55 StructurecGuidedNβesignNofNGcProteincαoupledNReceptorNPolypharmacologydNAngewandterChemier-r
InternationalrEditionbN2021bNmfbNgofhhcgofif 16.4 6

54 PositiveNallostericNmechanismsNofNadenosineNyNreceptorcmediatedNanalgesiadNNaturebN2021bNlpnbNlngclnm 50.4 12

53 IdentificationNofNligandcspecificNGNproteinccoupledNreceptorNstatesNandNpredictionNofNdownstreamN
efficacyNviaNdatacdrivenNmodelingdNELifebN2021bNgfbN 8.9 5

52 ydenosineNyNreceptorNantagonistsrNfromNcaffeineNtoNselectiveNnoncxanthinesdNBritishrJournalrofr
PharmacologybN2020bN 8.6 19

51
TheNEuropeanNResearchNNetworkNonNSignalNTransductionNWERNESTYrNTowardNaNMultidimensionalN
HolisticNUnderstandingNofNGNProteincαoupledNReceptorNSignalingdNACSrPharmacologyrandr
TranslationalrSciencebN2020bNibNimgcinf

5.9 9

50 PerformanceNofNvirtualNscreeningNagainstNGPαRNhomologyNmodelsrNImpactNofNtemplateNselectionNandN
treatmentNofNbindingNsiteNplasticitydNPLoSrComputationalrBiologybN2020bNgmbNegffnmof 5 21

49 βockingNFindsNGPαRNLigandsNinNβarkNαhemicalNMatterdNJournalrofrMedicinalrChemistrybN2020bNmibNmgicmhf 8.3 11

48 GPαRmdNuncoversNtheNdynamicsNofNtheNiβcGPαRomedNNaturerMethodsbN2020bNgnbNnnncnon 21.6 34

47 EnergyNLandscapesNRevealNygonistNαontrolNofNGNProteincαoupledNReceptorNyctivationNviaN
MicroswitchesdNBiochemistrybN2020bNlpbNoofcopg 3.2 16

46 LigandNdesignNbyNtargetingNaNbindingNsiteNwaterdNChemicalrSciencebN2020bNghbNpmfcpmo 9.4 13

45 yNconservedNmolecularNswitchNinNαlassNFNreceptorsNregulatesNreceptorNactivationNandNpathwayN
selectiondNNaturerCommunicationsbN2019bNgfbNmmn 17.4 35
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44 βisruptionNofNyhyRcβhRNHeteroreceptorNαomplexesNyfterNyhyRNTransmembraneNlNPeptideN
ydministrationNEnhancesNαocaineNSelfcydministrationNinNRatsdNMolecularrNeurobiologybN2018bNllbNnfiocnfko6.2 34

43
PredictionNofNOrderedNWaterNMoleculesNinNProteinNzindingNSitesNfromNMolecularNβynamicsN
SimulationsrNTheNImpactNofNLigandNzindingNonNHydrationNNetworksdNJournalrofrChemicalrInformationr
andrModelingbN2018bNlobNilfcimg

6.1 17

42 ScavengingNofNsuperoxideNbyNaNmembranecboundNsuperoxideNoxidasedNNaturerChemicalrBiologybN
2018bNgkbNnoocnpi 11.7 32

41 FZβNisNaNG˛–ccoupledNreceptorNthatNexhibitsNtheNfunctionalNhallmarksNofNprototypicalNGPαRsdNSciencer
SignalingbN2018bNggbN 8.8 29

40 StructuralNαharacterizationNofNygonistNzindingNtoNProteasecyctivatedNReceptorNhNthroughN
MutagenesisNandNαomputationalNModelingdNACSrPharmacologyrandrTranslationalrSciencebN2018bNgbNggpcgii5.9 7

39 MappingNtheNInterfaceNofNaNGPαRNβimerrNyNStructuralNModelNofNtheNyNydenosineNandNβNβopamineN
ReceptorNHeteromerdNFrontiersrinrPharmacologybN2018bNpbNohp 5.6 45

38 βockingNScreensNforNβualNInhibitorsNofNβisparateNβrugNTargetsNforNParkinsonVsNβiseasedNJournalrofr
MedicinalrChemistrybN2018bNmgbNlhmpclhno 8.3 24

37 StructureczasedNβiscoveryNofNGPαRNLigandsNfromNαrystalNStructuresNandNHomologyNModelsdNTopicsr
inrMedicinalrChemistrybN2017bNmlcpp 0.4 1

36 LigandNβiscoveryNforNaNPeptideczindingNGPαRNbyNStructureczasedNScreeningNofNFragmentcNandN
LeadcLikeNαhemicalNLibrariesdNACSrChemicalrBiologybN2017bNghbNnilcnkl 4.9 19

35 StructurecGuidedNScreeningNforNFunctionallyNSelectiveNβNβopamineNReceptorNLigandsNfromNaNVirtualN
αhemicalNLibrarydNACSrChemicalrBiologybN2017bNghbNhmlhchmmg 4.9 27

34 FragmentczasedNβiscoveryNandNOptimizationNofNEnzymeNInhibitorsNbyNβockingNofNαommercialN
αhemicalNSpacedNJournalrofrMedicinalrChemistrybN2017bNmfbNogmfcogmp 8.3 25

33 ygonistcinducedNdimerNdissociationNasNaNmacromolecularNstepNinNGNproteinccoupledNreceptorN
signalingdNNaturerCommunicationsbN2017bNobNhhm 17.4 45

32 FragmentNoptimizationNforNGPαRsNbyNmolecularNdynamicsNfreeNenergyNcalculationsrNProbingN
druggableNsubpocketsNofNtheNyNadenosineNreceptorNbindingNsitedNScientificrReportsbN2017bNnbNmipo 4.9 28

31 TheNtyrosineNYhlfNinNFrizzledNkNdefinesNaNconservedNmotifNimportantNforNstructuralNintegrityNofNtheN
receptorNandNrecruitmentNofNβisheveleddNCellularrSignallingbN2017bNiobNolcpm 4.9 13

30 UnderstandingNtheNRoleNofNGPαRNHeteroreceptorNαomplexesNinNModulatingNtheNzrainNNetworksNinN
HealthNandNβiseasedNFrontiersrinrCellularrNeurosciencebN2017bNggbNin 6.1 82

29 StructureczasedNScreeningNofNUnchartedNαhemicalNSpaceNforNytypicalNydenosineNReceptorNygonistsdN
ACSrChemicalrBiologybN2016bNggbNhnmichnnh 4.9 24

28 FragmentczasedNβiscoveryNofNSubtypecSelectiveNydenosineNReceptorNLigandsNfromNHomologyN
ModelsdNJournalrofrMedicinalrChemistrybN2015bNlobNplnocpf 8.3 19

27 MolecularNdockingNscreeningNusingNagonistcboundNGPαRNstructuresrNprobingNtheNyhyNadenosineN
receptordNJournalrofrChemicalrInformationrandrModelingbN2015bNllbNllfcmi 6.1 55
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26 βiscoveryNofNGPαRNLigandsNbyNMolecularNβockingNScreeningrNNovelNOpportunitiesNProvidedNbyN
αrystalNStructuresdNCurrentrTopicsrinrMedicinalrChemistrybN2015bNglbNhkokclfi 3 29

25 PreferentialNactivationNbyNgalaninNgcglNfragmentNofNtheNGalRgNprotomerNofNaNGalRgcGalRhN
heteroreceptorNcomplexdNBiochemicalrandrBiophysicalrResearchrCommunicationsbN2014bNklhbNikncli 3.4 32

24 StrategiesNforNimprovedNmodelingNofNGPαRcdrugNcomplexesrNblindNpredictionsNofNserotoninN
receptorsNboundNtoNergotaminedNJournalrofrChemicalrInformationrandrModelingbN2014bNlkbNhffkchg 6.1 19

23 StructurecbasedNdiscoveryNofNselectiveNserotoninNlcHTWgzYNreceptorNligandsdNStructurebN2014bNhhbNggkfcgglg5.2 48

22 InsightsNintoNtheNroleNofNyspnpWhdlfYNinN˛†hNadrenergicNreceptorNactivationNfromNmolecularNdynamicsN
simulationsdNBiochemistrybN2014bNlibNnhoicpm 3.2 40

21 FunctionalNvalidationNofNvirtualNscreeningNforNnovelNagentsNwithNgeneralNanestheticNactionNatN
ligandcgatedNionNchannelsdNMolecularrPharmacologybN2013bNokbNmnfco 4.3 16

20
αomplementarityNbetweenNinNsilicoNandNbiophysicalNscreeningNapproachesNinNfragmentcbasedNleadN
discoveryNagainstNtheNyWhyYNadenosineNreceptordNJournalrofrChemicalrInformationrandrModelingbN
2013bNlibNhnfgcgk

6.1 55

19 ProtonNuptakeNandNpKaNchangesNinNtheNuncoupledNysngipαysNvariantNofNcytochromeNcNoxidasedN
BiochemistrybN2013bNlhbNohncim 3.2 13

18 StructurecbasedNdiscoveryNofNantagonistsNofNnuclearNreceptorNLRHcgdNJournalrofrBiologicalrChemistrybN
2013bNhoobNgpoifckk 5.4 68

17 RoleNofNaspartateNgihNatNtheNorificeNofNaNprotonNpathwayNinNcytochromeNcNoxidasedNProceedingsrofrther
NationalrAcademyrofrSciencesrofrtherUnitedrStatesrofrAmericabN2013bNggfbNopghcn 11.5 19

16 StructurecactivityNrelationshipsNandNmolecularNmodelingNofNgbhbkctriazolesNasNadenosineNreceptorN
antagonistsdNACSrMedicinalrChemistryrLettersbN2012bNibNnglcnhf 4.3 15

15 LigandNdiscoveryNfromNaNdopamineNβiNreceptorNhomologyNmodelNandNcrystalNstructuredNNaturer
ChemicalrBiologybN2011bNnbNnmpcno 11.7 250

14 StatusNofNGPαRNmodelingNandNdockingNasNreflectedNbyNcommunitycwideNGPαRNβockNhfgfN
assessmentdNStructurebN2011bNgpbNggfochm 5.2 243

13 StructurecbasedNdiscoveryNofNyhyNadenosineNreceptorNligandsdNJournalrofrMedicinalrChemistrybN2010bN
libNinkocll 8.3 195

12 αhargesNforNLargeNScaleNzindingNFreeNEnergyNαalculationsNwithNtheNLinearNInteractionNEnergyN
MethoddNJournalrofrChemicalrTheoryrandrComputationbN2009bNlbNiofcpl 6.4 12

11 ybsoluteNhydrationNentropiesNofNalkaliNmetalNionsNfromNmolecularNdynamicsNsimulationsdNJournalrofr
PhysicalrChemistryrBbN2009bNggibNgfhllcmf 3.4 36

10
αombiningNdockingbNmolecularNdynamicsNandNtheNlinearNinteractionNenergyNmethodNtoNpredictN
bindingNmodesNandNaffinitiesNforNnoncnucleosideNinhibitorsNtoNHIVcgNreverseNtranscriptasedNJournalrofr
MedicinalrChemistrybN2008bNlgbNhmkoclm

8.3 75

9 PredictingNbindingNmodesNfromNfreeNenergyNcalculationsdNJournalrofrMedicinalrChemistrybN2008bNlgbNhmlncmn8.3 30
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8 yctiveNsiteNofNepoxideNhydrolasesNrevisitedrNaNnoncanonicalNresidueNinNpotatoNStEHgNpromotesNbothN
formationNandNbreakdownNofNtheNalkylenzymeNintermediatedNBiochemistrybN2007bNkmbNhkmmcnp 3.2 19

7 StructuresNofNMycobacteriumNtuberculosisNgcdeoxycβcxyluloseclcphosphateNreductoisomeraseN
provideNnewNinsightsNintoNcatalysisdNJournalrofrBiologicalrChemistrybN2007bNhohbNgppflcgm 5.4 67

6 ImprovingNtheNyccuracyNofNtheNLinearNInteractionNEnergyNMethodNforNSolvationNFreeNEnergiesdN
JournalrofrChemicalrTheoryrandrComputationbN2007bNibNhgmhcnl 6.4 97

5 αalculationsNofNsoluteNandNsolventNentropiesNfromNmolecularNdynamicsNsimulationsdNPhysicalr
ChemistryrChemicalrPhysicsbN2006bNobNliolcpl 3.6 62

4 αontinuumNsolvationNmodelsNinNtheNlinearNinteractionNenergyNmethoddNJournalrofrPhysicalrChemistryr
BbN2006bNggfbNghfikckg 3.4 47

3 ybsoluteNandNrelativeNentropiesNfromNcomputerNsimulationNwithNapplicationsNtoNligandNbindingdN
JournalrofrPhysicalrChemistryrBbN2005bNgfpbNmkkoclm 3.4 120

2 ProtonNbindingNtoNproteinsrNpKWaYNcalculationsNwithNexplicitNandNimplicitNsolventNmodelsdNJournalrofr
therAmericanrChemicalrSocietybN2004bNghmbNkgmncof 16.4 239

1 EnergyNlandscapesNrevealNagonistNcontrolNofNGPαRNactivationNviaNmicroswitches 4
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