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j Paper IF Citations

38 PathDetectkSOMyTATNeuralTNetworkTApproachTforTtheTIdentificationTofTPathwaysTinTLigandTBindingT
SimulationsllTJournalpofpChemicalpTheorypandpComputationjT2022jT 6.4 1

37 ReconstructionTofTARNTTPASkBTUnfoldingTPathwaysTbyTSteeredTMolecularTDynamicsTandTArtificialT
NeuralTNetworkslTJournalpofpChemicalpTheorypandpComputationjT2021jTovjTpnwnkpnwx 6.4 3

36 MachineTLearningTPredictionTofTAllostericTDrugTActivityTfromTMolecularTDynamicslTJournalpofp
PhysicalpChemistrypLettersjT2021jTopjTrvpskrvrp 6.4 14

35 DynamicTProfilingTofT˛†kCoronavirusTrCLTMTProteaseTLigandkBindingTSiteslTJournalpofpChemicalp
InformationpandpModelingjT2021jTuojTrntwkrnvr 6.1 9

34 StructurejTDynamicsTandTCellularTInsightTIntoTNovelTSubstratesTofTtheTTypeTIITSecretionTSystemlT
FrontierspinpMolecularpBiosciencesjT2020jTvjToop 5.6 4

33 StructurekbasedTenzymeTengineeringTimprovesTdonorksubstrateTrecognitionTofTArabidopsisTthalianaT
glycosyltransferaseslTBiochemicalpJournaljT2020jTsvvjTpvxokpwnt 3.8 13

32 AllostericTPrimingTofTEl´ coliTCheYTbyTtheTFlagellarTMotorTProteinTFliMlTBiophysicalpJournaljT2020jTooxjToonwkoopp2.9 2

31 ConformationalTcouplingTbyTtranskphosphorylationTinTcalciumTcalmodulinTdependentTkinaseTIIlTPLoSp
ComputationalpBiologyjT2019jTotjTeonnuvxu 5 5

30 InTsilicoTidentificationTofTrescueTsitesTbyTdoubleTforceTscanninglTBioinformaticsjT2018jTrsjTpnvkpos 7.2 8

29 LigandkinducedTperturbationTofTtheTHIFkp˛–yARNTTdimerTdynamicslTPLoSpComputationalpBiologyjT
2018jTosjTeonnunpo 5 14

28 DeepTAutoencodersTforTAdditionalTInsightTintoTProteinTDynamicslTLecturepNotespinpComputerpScience
jT2018jTvxkwx 0.9 4

27 BindingTofTMyomesinTtoTObscurinkLikekoTatTtheTMuscleTMkBandTProvidesTaTStrategyTforT
IsoformkSpecificTMechanicalTProtectionlTStructurejT2017jTptjTonvkopn 5.2 17

26 UsingTComputationalTIntelligenceTModelsTforTAdditionalTInsightTintoTProteinTStructureT2017jTupjTonvkopn 3

25 UsingTLocalTStatesTToTDriveTtheTSamplingTofTGlobalTConformationsTinTProteinslTJournalpofpChemicalp
TheorypandpComputationjT2016jTopjToruwkvx 6.4 12

24 TheTGearboxTofTtheTBacterialTFlagellarTMotorTSwitchlTStructurejT2016jTpsjTopnxkpn 5.2 23

23 BridgingTtopologicalTandTfunctionalTinformationTinTproteinTinteractionTnetworksTbyTshortTloopsT
profilinglTScientificpReportsjT2015jTtjTwtsn 4.9 14

22 TheTcrystalTstructureTofTtheThumanTtitinyobscurinTcomplexTrevealsTaTconservedTyetTspecificTmuscleT
MkbandTzipperTmodulelTJournalpofpMolecularpBiologyjT2015jTspvjTvowkvru 6.5 16
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21 TheTPhylogeneticTSignatureTUnderlyingTATPTSynthaseTckRingTCompliancelTBiophysicalpJournaljT2015jT
onxjTxvtkwv 2.9 9

20 CoevolvedTMutationsTRevealTDistinctTArchitecturesTforTTwoTCoreTProteinsTinTtheTBacterialTFlagellarT
MotorlTPLoSpONEjT2015jTonjTenospsnv 3.7 7

19 BCRkABLTresiduesTinteractingTwithTponatinibTareTcriticalTtoTpreserveTtheTtumorigenicTpotentialTofT
theToncoproteinlTFASEBpJournaljT2014jTpwjToppokru 0.9 25

18
ComparativeTanalysisTofThomologyTmodelsTofTtheTAHTreceptorTligandTbindingTdomainyTverificationTofT
structurekfunctionTpredictionsTbyTsitekdirectedTmutagenesisTofTaTnonfunctionalTreceptorlT
BiochemistryjT2013jTtpjTvoskpt

3.2 55

17 SpecializedTDynamicalTPropertiesTofTPromiscuousTResiduesTRevealedTbyTSimulatedTConformationalT
EnsembleslTJournalpofpChemicalpTheorypandpComputationjT2013jTxjTtopvktosv 6.4 30

16 GSAToolsyTanalysisTofTallostericTcommunicationTandTfunctionalTlocalTmotionsTusingTaTstructuralT
alphabetlTBioinformaticsjT2013jTpxjTpntrkt 7.2 38

15 ArtificialTneuralTnetworksTforTefficientTclusteringTofTconformationalTensemblesTandTtheirTpotentialT
forTmedicinalTchemistrylTCurrentpTopicspinpMedicinalpChemistryjT2013jTorjTuspkto 3 14

14 DetectionTofTAllostericTSignalTTransmissionTbyTInformationkTheoreticTAnalysisTofTProteinTDynamicslT
BiophysicalpJournaljT2012jTonpjTppta 2.9

13 FunctionalTannotationTofTtheTmesophilicklikeTcharacterTofTmutantsTinTaTcoldkadaptedTenzymeTbyT
selfkorganisingTmapTanalysisTofTtheirTmolecularTdynamicslTMolecularpBioSystemsjT2012jTwjTpuwnkxo 11

12 DetectionTofTallostericTsignalTtransmissionTbyTinformationktheoreticTanalysisTofTproteinTdynamicslT
FASEBpJournaljT2012jTpujTwuwkwo 0.9 86

11 ConformationalTandTfunctionalTanalysisTofTmolecularTdynamicsTtrajectoriesTbyTselfkorganisingTmapslT
BMCpBioinformaticsjT2011jTopjTotw 3.6 33

10 PredictingTtheTaccuracyTofTproteinkligandTdockingTonThomologyTmodelslTJournalpofpComputationalp
ChemistryjT2011jTrpjTwokxw 3.5 57

9 StructuralTalphabetsTderivedTfromTattractorsTinTconformationalTspacelTBMCpBioinformaticsjT2010jToojTxv 3.6 41

8 DetectionTofTtheTTCDDTbindingkfingerprintTwithinTtheTAhTreceptorTligandTbindingTdomainTbyT
structurallyTdrivenTmutagenesisTandTfunctionalTanalysislTBiochemistryjT2009jTswjTtxvpkwr 3.2 89

7 StructuralTandTfunctionalTcharacterizationTofTtheTarylThydrocarbonTreceptorTligandTbindingTdomainT
byThomologyTmodelingTandTmutationalTanalysislTBiochemistryjT2007jTsujTuxukvnw 3.2 97

6 ComputationalTapproachesTtoTshedTlightTonTmolecularTmechanismsTinTbiologicalTprocesseslT
TheoreticalpChemistrypAccountsjT2007jToovjTvprkvso 1.9 8

5 MinSetyTaTgeneralTapproachTtoTderiveTmaximallyTrepresentativeTdatabaseTsubsetsTbyTusingTfragmentT
dictionariesTandTitsTapplicationTtoTtheTSCOPTdatabaselTBioinformaticsjT2007jTprjTtotku 7.2 16

4 DetectingTsimilaritiesTamongTdistantThomologousTproteinsTbyTcomparisonTofTdomainTflexibilitieslT
ProteinpEngineering,pDesignpandpSelectionjT2007jTpnjTpwtkxx 1.9 19
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3 ConservationTandTspecializationTinTPASTdomainTdynamicslTProteinpEngineering,pDesignpandpSelectionjT
2005jTowjTopvkrv 1.9 31

2 LigandTbindingTandTactivationTofTtheTAhTreceptorlTChemico-BiologicalpInteractionsjT2002jTosojTrkps 5 342

1 AllostericTprimingTofElTcoliCheYTbyTtheTflagellarTmotorTproteinTFliM 1
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