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j Paper IF Citations

74 NetworkKbiologyKandKartificialKintelligenceKdriveKtheKunderstandingKofKtheKmultidrugKresistanceK
phenotypeKinKcancer]]KDrughResistancehUpdatesZK2022ZKhbZKcbbjcc 23.2 3

73 ΔeyKxactorsKforKsctivatedKuarbonKsdsorptionKofKPharmaceuticalKuompoundsKfromKWastewaterslKsK
MultivariateKModellingKspproach]KWaterhsSwitzerlandtZK2022ZKcfZKchh 3 3

72 MutantKpgeKreactivatorKSβMPge[dKhindersKultravioletKtKradiation[inducedKskinKcarcinogenesis]K
PharmacologicalhResearchZK2021ZKcbhbdh 10.2 0

71 –nKSilicoKwnd[to[wndKProtein[βigandK–nteractionKuharacterizationKPipelinelKTheKuaseKofKSsRS[uoV[d]K
ACShSynthetichBiologyZK2021ZKcbZKedbk[edeg 5.7 0

70 vesigningKnewKantitubercularKisoniazidKderivativesKwithKimprovedKreactivityKandKmembraneK
traffickingKabilities]KBiomedicinehandhPharmacotherapyZK2021ZKcffZKccdehd 7.5 5

69 uomputationalKsnalysisKofKtheK–nteractionsKbetweenKtheKScbbtKwxtracellularKuhaperoneKandK–tsK
smyloidK˛†KPeptideKulient]KInternationalhJournalhofhMolecularhSciencesZK2021ZKddZK 6.3 1

68 –mprovedKProtocolKtoKTackleKtheKpzKwffectsKonKMembrane[–nsertingKPeptides]KJournalhofhChemicalh
TheoryhandhComputationZK2021ZKciZKejeb[ejfb 6.4 1

67 pΔPvtlKaKProteinKvataKtankKextensionKdatabaseKofKpΔaKandKp–KtheoreticalKvalues]KBioinformaticsZK
2021ZK 7.2 1

66 uu[bindingKtoKScbbtKtriggersKpolymerizationKofKdisulfideKcross[linkedKtetramersKwithKenhancedK
chaperoneKactivityKagainstKamyloid[˛†Kaggregation]KChemicalhCommunicationsZK2021ZKgiZKeik[ejd 5.8 2

65 –dentificationKofKPan[sssayK–NterferenceKcompoundSKTPs–NSUKUsingKanKMv[tasedKProtocol]KMethodsh
inhMolecularhBiologyZK2021ZKdecgZKdhe[dic 1.4 1

64 pΔKualculationsKinKMembraneKProteinsKfromKMolecularKvynamicsKSimulations]KMethodshinhMolecularh
BiologyZK2021ZKdecgZKcjg[ckg 1.4 1

63 PredictingKstableKbindingKmodesKfromKsimulatedKdimersKofKtheKvihNKmutantKofKd[microglobulin]K
ComputationalhandhStructuralhBiotechnologyhJournalZK2021ZKckZKgchb[gchk 6.8 0

62 TheKβysosomotropicKsctivityKofKzydrophobicKWeakKtaseKvrugsKisKMediatedKviaKTheirK–ntercalationK
intoKtheKβysosomalKMembrane]KCellsZK2020ZKkZK 7.9 20

61 –mprovementKofKconventionalKanti[cancerKdrugsKasKnewKtoolsKagainstKmultidrugKresistantKtumors]K
DrughResistancehUpdatesZK2020ZKgbZKcbbhjd 23.2 72

60
ylucosylpolyphenolsKasK–nhibitorsKofKs˛†[–nducedKxynKΔinaseKsctivationKandKTauKPhosphorylationlK
SynthesisZKMembraneKPermeabilityZKandKwxploratoryKTargetKsssessmentKwithinKtheKScopeKofKTypeKdK
viabetesKandKslzheimerSsKvisease]KJournalhofhMedicinalhChemistryZK2020ZKheZKcchhe[cchkb

8.3 3

59 PypΔalKsKxlexibleKPythonKModuleKforKPoisson[toltzmann[tasedKpKualculations]KJournalhofhChemicalh
InformationhandhModelingZK2020ZKhbZKfffd[fffj 6.1 13

58 –mprovedKyROMOSKgfsiKuhargeKSetsKforKPhosphorylatedKTyrZKSerZKandKThrKtoKvealKwithK
pz[vependentKtindingKPhenomena]KJournalhofhChemicalhTheoryhandhComputationZK2020ZKchZKhehj[heih 6.4 6
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57 NovelKMrutheniumKcyclopentadienylM[peptideKconjugateKcomplexesKagainstKhumanKxyxRTWUKbreastK
cancer]KDaltonhTransactionsZK2020ZKfkZKgkif[gkji 4.3 5

56 TheKwarlyKPhaseKofK˛†dmKsggregationlKsnK–ntegrativeKuomputationalKStudyKxramedKonKtheKvihNK
MutantKandKtheK˛�NhKVariant]KBiomoleculesZK2019ZKkZK 5.9 6

55 TheKmulti[factorialKnatureKofKclinicalKmultidrugKresistanceKinKcancer]KDrughResistancehUpdatesZK2019ZK
fhZKcbbhfg 23.2 155

54 wvaluationKofKwyuyKβoadingKuapacityKinKvMPuKMembranes]KLangmuirZK2019ZKegZKhiic[hijc 4 3

53 MolybdenumTiiUKcomplexesKwithKp[substitutedKt–sNKligandslKsynthesisZKcharacterizationZKbiologicalK
activityKandKcomputationalKstudy]KDaltonhTransactionsZK2019ZKfjZKjffk[jfhe 4.3 7

52 sKpzKReplicaKwxchangeKSchemeKinKtheKStochasticKTitrationKuonstant[pzKMvKMethod]KJournalhofh
ChemicalhTheoryhandhComputationZK2019ZKcgZKecbj[ecch 6.4 7

51 tioactivitiesKofKTyentianaceaeUKvecoctionslKsntioxidantKsctivityZKwnzymeK–nhibitionKandKvockingK
Studies]KMoleculesZK2019ZKdfZK 4.8 15

50 vynamicalKRearrangementKofKzumanKwpidermalKyrowthKxactorKReceptorKdKuponKsntibodyKtindinglK
wffectsKonKtheKvimerization]KBiomoleculesZK2019ZKkZK 5.9 1

49
tioactivitiesKofKdecoctionsKfromKPlectranthusKspeciesKrelatedKtoKtheirKtraditionalKuseKonKtheK
treatmentKofKdigestiveKproblemsKandKalcoholKintoxication]KJournalhofhEthnopharmacologyZK2018ZK
ddbZKcfi[cgf

5 8

48 RoleKofKuounterionsKinKuonstant[pzKMolecularKvynamicsKSimulationsKofKPsMsMKvendrimers]KACSh
OmegaZK2018ZKeZKdbbc[dbbk 3.9 11

47 sppleKtreeKbranchesKderivedKactivatedKcarbonsKforKtheKremovalKofK˛†[blockerKatenolol]KChemicalh
EngineeringhJournalZK2018ZKefgZKhhk[hij 14.7 32

46 ProactiveKresponseKtoKtackleKtheKthreatKofKemergingKdrugslKSynthesisKandKtoxicityKevaluationKofKnewK
cathinones]KForensichSciencehInternationalZK2018ZKdkbZKcfh[cgh 2.6 22

45 Membrane[–nducedKpKΔKShiftsKinKwt[pzβ–PKandK–tsKβchzKVariant]KJournalhofhChemicalhTheoryhandh
ComputationZK2018ZKcfZKedjk[edki 6.4 18

44 vifferentialKtargetingKofKmembraneKlipidKdomainsKbyKcaffeicKacidKandKitsKesterKderivatives]KFreeh
RadicalhBiologyhandhMedicineZK2018ZKccgZKded[dfg 7.8 31

43 Sugar[basedKbactericidesKtargetingKphosphatidylethanolamine[enrichedKmembranes]KNatureh
CommunicationsZK2018ZKkZKfjgi 17.4 15

42 TheK–mpactKofKUsingKSingleKstomisticKβong[RangeKuutoffKSchemesKwithKtheKyROMOSKgfsiKxorceK
xield]KJournalhofhChemicalhTheoryhandhComputationZK2018ZKcfZKgjde[gjee 6.4 16

41 tiomolecularKSimulationsKofKzalogenKtondsKwithKaKyROMOSKxorceKxield]KJournalhofhChemicalhTheoryh
andhComputationZK2018ZKcfZKgeje[gekd 6.4 14

40 TheKuatalaseKsctivityKofKuatalase[PeroxidasesK–sKModulatedKbyKuhangesKinKtheKpΔKofKtheKvistalK
zistidine]KBiochemistryZK2017ZKghZKddic[ddjc 3.2 9

(2017-2020)
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39
TargetingKTypeKdKviabetesKwithKu[ylucosylKvihydrochalconesKasKSelectiveKSodiumKylucoseK
uo[TransporterKdKTSyβTdUK–nhibitorslKSynthesisKandKtiologicalKwvaluation]KJournalhofhMedicinalh
ChemistryZK2017ZKhbZKghj[gik

8.3 35

38 –nsightsKonKtheKMechanismKofKsctionKofK–Nz[uKasKanKsntitubercularKProdrug]KMolecularh
PharmaceuticsZK2017ZKcfZKfgki[fhbg 5.6 10

37 –sorhamnetinKderivativesKandKpiscidicKacidKforKhypercholesterolemialKcholesterolKpermeabilityZK
zMy[uosKreductaseKinhibitionZKandKdockingKstudies]KArchiveshofhPharmacalhResearchZK2017ZKfbZKcdij[cdjh6.1 29

36 sntiacetylcholinesteraseKactivityKandKdockingKstudiesKwithKchlorogenicKacidZKcynarinKandKarzanolK
fromKzelichrysumKstoechasKTβamiaceaeU]KMedicinalhChemistryhResearchZK2017ZKdhZKdkfd[dkgb 2.2 14

35 sKtaleKofKtwoKtailslKTheKimportanceKofKunstructuredKterminiKinKtheKaggregationKpathwayKofK
˛†d[microglobulin]KProteins:hStructurewhFunctionhandhBioinformaticsZK2017ZKjgZKdbfg[dbgi 4.2 10

34 wxploringKtheKStructuralKPropertiesKofKPositivelyKuhargedKPeptideKvendrimers]KJournalhofhPhysicalh
ChemistryhBZK2016ZKcdbZKccede[cceeb 3.4 15

33 pΔTaUKValuesKofKTitrableKsminoKscidsKatKtheKWateraMembraneK–nterface]KJournalhofhChemicalhTheoryh
andhComputationZK2016ZKcdZKkeb[f 6.4 42

32 zydrogenKperoxideKregulatesKcellKadhesionKthroughKtheKredoxKsensorKRPSs]KFreehRadicalhBiologyh
andhMedicineZK2016ZKkbZKcfg[gi 7.8 12

31 StructuringKPeptideKvendrimersKthroughKpzKModulationKandKSubstrateKtinding]KJournalhofhPhysicalh
ChemistryhBZK2016ZKcdbZKcbcej[cbcgd 3.4 7

30 TheKroleKofKelectrostaticsKinKTrxRKelectronKtransferKmechanismlKsKcomputationalKapproach]KProteins:h
StructurewhFunctionhandhBioinformaticsZK2016ZKjfZKcjeh[cjfe 4.2 6

29 uonstant[pzKMvKSimulationsKofKanKOleicKscidKtilayer]KJournalhofhChemicalhTheoryhandhComputationZK
2015ZKccZKdehi[ih 6.4 22

28 uonstant[pzKMolecularKvynamicsKStudyKofKΔyotorphinKinKanKwxplicitKtilayer]KBiophysicalhJournalZK
2015ZKcbjZKddjd[kb 2.9 11

27 uonstant[pzKMvKSimulationsKofKvMPsavMPuKβipidKtilayers]KJournalhofhChemicalhTheoryhandh
ComputationZK2015ZKccZKgkie[k 6.4 23

26 MolecularKdetailsKofK–Nz[ucbKbindingKtoKwtKΔatyKandK–tsKSecgTKmutant]KMolecularhPharmaceuticsZK
2015ZKcdZKjkj[kbk 5.6 10

25 ProtonationKofKvMPuKinKaKtilayerKwnvironmentKUsingKaKβinearKResponseKspproximation]KJournalhofh
ChemicalhTheoryhandhComputationZK2014ZKcbZKdcih[jf 6.4 22

24 –nfluenceKofKactivatedKcarbonsKporousKstructureKonKiopamidolKadsorption]KCarbonZK2014ZKiiZKhbi[hcg 10.4 21

23 WhyKaKdiaminopyrrolicKtripodalKreceptorKbindsKmannosidesKinKacetonitrileKbutKnotKinKwaterq]K
BeilsteinhJournalhofhOrganichChemistryZK2014ZKcbZKcgce[de 2.5 6

22 sKsimulatedKintermediateKstateKforKfoldingKandKaggregationKprovidesKinsightsKintoK˛�NhK
˛†d[microglobulinKamyloidogenicKbehavior]KPLoShComputationalhBiologyZK2014ZKcbZKecbbehbh 5 28
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21 TreatmentKofK–onicKStrengthKinKtiomolecularKSimulationsKofKuhargedKβipidKtilayers]KJournalhofh
ChemicalhTheoryhandhComputationZK2014ZKcbZKgfje[kd 6.4 17

20 StructuralKeffectsKofKpzKandKdeacylationKonKsurfactantKproteinKuKinKanKorganicKsolventKmixturelKaK
constant[pzKMvKstudy]KJournalhofhChemicalhInformationhandhModelingZK2013ZKgeZKdkik[jk 6.1 19

19 UnravelingKtheKuonformationalKveterminantsKofKPeptideKvendrimersKUsingKMolecularKvynamicsK
Simulations]KMacromoleculesZK2013ZKfhZKkfdi[kfeh 5.5 7

18 uhargeKparametrizationKofKtheKvvz[ceKhemeKgrouplKvalidationKusingKconstant[TpzZwUKmolecularK
dynamicsKsimulations]KJournalhofhPhysicalhChemistryhBZK2013ZKcciZKib[jd 3.4 17

17
TuningKtheKtioactivityKofKTensioactiveKveoxyKylycosidesKtoKStructurelKsntibacterialKsctivityKVersusK
SelectiveKuholinesteraseK–nhibitionKRationalizedKbyKMolecularKvocking]KEuropeanhJournalhofhOrganich
ChemistryZK2013ZKdbceZKcffj[cfgk

3.2 6

16 uonformationalKstudyKofKySzKandKySSyKusingKconstant[pzKmolecularKdynamicsKsimulations]KJournalh
ofhPhysicalhChemistryhBZK2013ZKcciZKigbi[ci 3.4 24

15 ReversibilityKofKprionKmisfoldinglKinsightsKfromKconstant[pzKmolecularKdynamicsKsimulations]K
JournalhofhPhysicalhChemistryhBZK2012ZKcchZKjjcd[dc 3.4 33

14 –ndenylKringKslippageKinKcrownKthioetherKcomplexesK[–ndMoTuOUdβ]WKandKu[SKactivationKofK
trithiacyclononanelKexperimentalKandKtheoreticalKstudies]KDaltonhTransactionsZK2011ZKfbZKcbgce[dg 4.3 17

13 –sKtheKpredictionKofKpΔaKvaluesKbyKconstant[pzKmolecularKdynamicsKbeingKhinderedKbyKinheritedK
problemsq]KProteins:hStructurewhFunctionhandhBioinformaticsZK2011ZKikZKefei[fi 4.2 50

12 UnfoldingKtheKconformationalKbehaviorKofKpeptideKdendrimerslKinsightsKfromKmolecularKdynamicsK
simulations]KJournalhofhthehAmericanhChemicalhSocietyZK2011ZKceeZKgbfd[gd 16.4 30

11 Membrane[inducedKconformationalKchangesKofKkyotorphinKrevealedKbyKmolecularKdynamicsK
simulations]KJournalhofhPhysicalhChemistryhBZK2010ZKccfZKcchgk[hi 3.4 19

10 uonstant[pzKmolecularKdynamicsKsimulationsKrevealKaK˛†[richKformKofKtheKhumanKprionKprotein]K
JournalhofhPhysicalhChemistryhBZK2010ZKccfZKcdhkd[ibb 3.4 77

9 MolecularKdynamicsKatKconstantKpzKandKreductionKpotentiallKapplicationKtoKcytochromeKcTeU]KJournalh
ofhthehAmericanhChemicalhSocietyZK2009ZKcecZKcdgjh[kf 16.4 51

8 scidicKrangeKtitrationKofKzwWβKusingKaKconstant[pzKmolecularKdynamicsKmethod]KProteins:hStructurewh
FunctionhandhBioinformaticsZK2008ZKidZKdjk[kj 4.2 66

7 TheKpz[dependentKconformationalKstatesKofKkyotorphinlKaKconstant[pzKmolecularKdynamicsKstudy]K
BiophysicalhJournalZK2007ZKkdZKcjeh[fg 2.9 44

6 uonstant[pzKmolecularKdynamicsKwithKionicKstrengthKeffectslKprotonation[conformationKcouplingKinK
decalysine]KJournalhofhPhysicalhChemistryhBZK2006ZKccbZKdkdi[ee 3.4 93

5
OnKtheKuseKofKdifferentKdielectricKconstantsKforKcomputingKindividualKandKpairwiseKtermsKinK
poisson[boltzmannKstudiesKofKproteinKionizationKequilibrium]KJournalhofhPhysicalhChemistryhBZK2005ZK
cbkZKcfhkc[ibh

3.4 75

4 sKSelectiveKvirectKsldolKReactionKinKsqueousKMediaKuatalyzedKbyZincâ��Proline]KEuropeanhJournalhofh
OrganichChemistryZK2005ZKdbbgZKgdhj[gdih 3.2 90

(2005-2014)
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3 Zinc[prolineKcatalyzedKpathwayKforKtheKformationKofKsugars]KChemicalhCommunicationsZK2004ZKcgfb[c 5.8 88

2 ZincKmediatedKmethylKtransferKfromKtrimethylKphosphateKtoKchelatingKandKnon[chelatingKalkylK
thiols]KModelKforKZn[dependentKmethyltransferases]KJournalhofhInorganichBiochemistryZK2003ZKkfZKcke[h 4.2 18

1 Zn[ProlineKcatalyzedKdirectKaldolKreactionKinKaqueousKmedia]KChemicalhCommunicationsZK2003ZKcbkb[cbkc5.8 165
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