
Niels Hansen

ListgofgPublicationsgbygYearging
DescendinggOrder

Source:ghttps:xxexalyvcomxauthorupdfx9272264xnielsuhansenupublicationsubyuyearvpdf

Version:g2y24uy4u28g

ThisgdocumentghasgbeenggeneratedgbasedgongthegpublicationsgandgcitationsgrecordedgbygexalyvcomvgForg

theglatestgversiongofgthisgpublicationglisttgvisitgtheglinkggivengabovev

ThegthirdgcolumngisgthegimpactgfactorgoIFpgofgthegjournaltgandgthegfourthgcolumngisgthegnumbergofg

citationsgofgthegarticlev

63
papers

1,368
citations

19
h-index

36
g-index

66
ext. papers

1,570
ext. citations

4.6
avg, IF

4.92
L-index



j Paper IF Citations

63
uindingLfreeLenergiesLforLtheLStβPαkLvukLNwrugsLofLtbuseNLchallengeLfromLumbrellaLsamplingL
combinedLwithLHamiltonianLreplicaLexchange]]LJournalgofgComputertAidedgMoleculargDesignZL2022ZL
ehZLc

4.2 0

62 βolecularLdynamicsLsimulationLorLstructureLrefinementLofLproteinsmLareLsolventLmoleculesL
requiredrLtLcaseLstudyLusingLhenLlysozyme]]LEuropeangBiophysicsgJournalZL2022ZLc 1.9 0

61 xxploringLtheLxffectLofLxnhancedLSamplingLonLProteinLStabilityLPrediction]]LJournalgofgChemicalg
TheorygandgComputationZL2022ZL 6.4 1

60 ³nfluenceLofLlayerLslippingLonLadsorptionLofLlightLgasesLinLcovalentLorganicLframeworksmLtLcombinedL
experimentalLandLcomputationalLstudy]LMicroporousgandgMesoporousgMaterialsZL2022ZLeehZLcccilh 5.3 1

59 vomputationalLStudyLofLvonfinementLxffectsLinLβolecularLHeterogeneousLvatalysisL2021ZLcbc[ccf

58 UmbrellaLsamplingLandLdoubleLdecouplingLdataLforLmethanolLbindingLtoLlipaseLu]LDatagingBriefZL2021
ZLelZLcbihck 1.2

57 vonfinedLRu[catalystsLinLaLTwo[phaseLHeptanea³onicLαiquidLSolutionmLβodelingLtspects]L
ChemCatChemZL2021ZLceZLiel[ifh 5.2 0

56 OnLtheLUseLofLSide[vhainLNβRLRelaxationLwataLtoLweriveLStructuralLandLwynamicalL³nformationLonL
ProteinsmLtLvaseLStudyLUsingLHenLαysozyme]LChemBioChemZL2021ZLddZLcbfl[cbhf 3.8 4

55
tdsorptionLofLlightLgasesLinLcovalentLorganicLframeworksmLcomparisonLofLclassicalLdensityL
functionalLtheoryLandLgrandLcanonicalLβonteLvarloLsimulations]LMicroporousgandgMesoporousg
MaterialsZL2021ZLedfZLcccdhe

5.3 4

54 vonfinementLxffectsLforLxfficientLβacrocyclizationLReactionsLwithLSupportedLvationicLβolybdenumL
³midoLtlkylideneLN[HeterocyclicLvarbeneLvomplexes]LACSgCatalysisZL2021ZLccZLccgib[ccgik 13.1 4

53 OnLtheLuseLofLÜ[couplingLNβRLdataLtoLderiveLstructuralLinformationLonLproteins]LJournalgofg
BiomoleculargNMRZL2021ZLigZLel[ib 3 2

52
OnLtheLxffectLofLtheLVariousLtssumptionsLandLtpproximationsLusedLinLβolecularLSimulationsLonL
theLPropertiesLofLuio[βolecularLSystemsmLOverviewLandLPerspectiveLonL³ssues]LChemPhysChemZL
2021ZLddZLdhf[dkd

3.2 2

51
TransferableLtnisotropicLβie[PotentialLyorceLyieldLforLn[tlcoholsmLStaticLandLwynamicLyluidL
PropertiesLofLPureLSubstancesLandLuinaryLβixtures]LIndustrialgmamp;gEngineeringgChemistrygResearch
ZL2020ZLglZLlcl[ldl

3.9 2

50 vombiningLβolecularLwynamicsLandLβachineLαearningLtoLPredictLSelf[SolvationLyreeLxnergiesLandL
αimitingLtctivityLvoefficients]LJournalgofgChemicalgInformationgandgModelingZL2020ZLhbZLgecl[geeb 6.1 14

49 zeneralizedLyickianLapproachLforLphaseLseparatingLfluidLmixturesLinLSmoothedLParticleL
Hydrodynamics]LComputersgandgFluidsZL2019ZLcilZLik[lb 2.8

48 RotationalLbarriersLofLcarbamate[protectedLamineLcrosslinkersLforLhydrogelsmLtLcombinedL
experimentalLandLcomputationalLstudy]LJournalgofgPhysicalgOrganicgChemistryZL2019ZLedZLeeleh 2.1 2

47 ThermophysicalLpropertiesLofLglyceline[waterLmixturesLinvestigatedLbyLmolecularLmodelling]L
PhysicalgChemistrygChemicalgPhysicsZL2019ZLdcZLhfhi[hfih 3.6 30

Niels Hansen

2



46 OnLtheLuseLofLtransportLpropertiesLtoLdiscriminateLβie[typeLmolecularLmodelsLforLc[propanolL
optimizedLagainstLVαxLdata]LEuropeangPhysicalgJournal:gSpecialgTopicsZL2019ZLddiZLcgdl[cgfg 2.3 3

45 OlefinLβetathesisLinLvonfinedLzeometriesmLtLuiomimeticLtpproachLtowardLSelectiveL
βacrocyclization]LJournalgofgthegAmericangChemicalgSocietyZL2019ZLcfcZLclbcf[clbdd 16.4 28

44 αessonsLαearnedLfromLtheLvalculationLofLOne[wimensionalLPotentialsLofLβeanLyorceL[trticleLvc]b]]L
LivinggJournalgofgComputationalgMoleculargScienceZL2019ZLcZL 10.1 7

43 ThermodynamicLvharacterizationLofLtheLwimerizationLofLanLtnionicLPeryleneLuisimideLwyeLUsingL
βolecularLSimulation]LJournalgofgPhysicalgChemistrygCZL2019ZLcdeZLkbdi[kbeh 3.8 2

42 ³nterpretationLofLcytochromeLPfgbLmonooxygenaseLkineticsLbyLmodelingLofLthermodynamicL
activity]LJournalgofgInorganicgBiochemistryZL2018ZLckeZLcid[cik 4.2 6

41 ValidationLandLvomparisonLofLyorceLyieldsLforLNativeLvyclodextrinsLinLtqueousLSolution]LJournalgofg
PhysicalgChemistrygBZL2018ZLcddZLchbk[chdh 3.4 25

40 ValidierungLvonLmolekularenLSimulationenmLeineLˆ�bersichtLverschiedenerLtspekte]LAngewandteg
ChemieZL2018ZLcebZLklf[lcg 3.6 3

39 ValidationLofLβolecularLSimulationmLtnLOverviewLofL³ssues]LAngewandtegChemiegtgInternationalg
EditionZL2018ZLgiZLkkf[lbd 16.4 74

38 vomparisonLofLfree[energyLmethodsLusingLaLtripeptide[waterLmodelLsystem]LJournalgofg
ComputationalgChemistryZL2018ZLelZLdddh[ddfd 3.5 8

37 ³nsightsLintoLNoncovalentLuindingLObtainedLfromLβolecularLwynamicsLSimulations]L
ChemietIngenieurtTechnikZL2018ZLlbZLckhf[ckig 0.8 8

36 OvercomingLvonvergenceL³ssuesLinLyree[xnergyLvalculationsLofLtmide[to[xsterLβutationsLinLtheL
Pinc[WWLwomain]LJournalgofgChemicalgInformationgandgModelingZL2018ZLgkZLdebg[deck 6.1 2

35 xvolutionaryLtnalysisLtsLaLPowerfulLvomplementLtoLxnergyLvalculationsLforLProteinLStabilization]L
ACSgCatalysisZL2018ZLkZLlfdb[lfdk 13.1 11

34
³nterpretationLofLSeeminglyLvontradictoryLwatamLαowLNβRLSLOrderLParametersLObservedLinLHelicesL
andLHighLNβRLSLOrderLParametersLinLwisorderedLαoopsLofLtheLProteinLhzHLatLαowLpH]LChemistrygtgAg
EuropeangJournalZL2017ZLdeZLlgkg[lglc

4.8 2

33 UsingLvomplementaryLNβRLwataLSetsLToLwetectL³nconsistenciesLandLβodelLylawsLinLtheLStructureL
weterminationLofLHumanL³nterleukin[f]LJournalgofgPhysicalgChemistrygBZL2017ZLcdcZLibgg[ibhe 3.4 2

32 ValidationLofLTrimethylamine[N[oxideLTTβtOULyorceLyieldsLuasedLonLThermophysicalLPropertiesLofL
tqueousLTβtOLSolutions]LJournalgofgPhysicalgChemistrygBZL2017ZLcdcZLcbhif[cbhkk 3.4 22

31 βolecularLSimulationsLofLThermodynamicLPropertiesLforLtheLSystemL˛–[vyclodextrinatlcoholLinL
tqueousLSolution]LChemietIngenieurtTechnikZL2017ZLklZLcebh[cecf 0.8 8

30 uestimmungLvonLStrukturinformationLausLexperimentellenLβessdatenLfˆ…rLuiomolekˆ…le]L
AngewandtegChemieZL2016ZLcdkZLchddd[chdff 3.6 7

29 OnLtheLuseLofLtime[averagingLrestraintsLwhenLderivingLbiomolecularLstructureLfromL´‡L[couplingL
valuesLobtainedLfromLNβRLexperiments]LJournalgofgBiomoleculargNMRZL2016ZLhhZLhl[ke 3 1

(2016-2019)

3



28 werivingLStructuralL³nformationLfromLxxperimentallyLβeasuredLwataLonLuiomolecules]LAngewandteg
ChemiegtgInternationalgEditionZL2016ZLggZLcgllb[chbcb 16.4 21

27 valculationLofLbindingLaffinitiesLforLlinearLalcoholsLtoL˛–[cyclodextrinLbyLtwin[systemLenvelopingL
distributionLsamplingLsimulations]LFluidgPhasegEquilibriaZL2016ZLfddZLc[ci 2.5 14

26 vhapterLhmyreeLxnergyLvalculationLβethodsLandLRareLxventLSamplingLTechniquesLforLuiomolecularL
Simulations]LRSCgTheoreticalgandgComputationalgChemistrygSeriesZL2016ZLckg[dcf 1.2 2

25 vharacterizationLofLtheLflexibleLlipLregionsLinLbacteriophageLlambdaLlysozymeLusingLβwL
simulations]LEuropeangBiophysicsgJournalZL2015ZLffZLdeg[fi 1.9 3

24
TheLkeyLtoLpredictingLtheLstabilityLofLproteinLmutantsLliesLinLanLaccurateLdescriptionLandLproperL
configurationalLsamplingLofLtheLfoldedLandLdenaturedLstates]LBiochimicagEtgBiophysicagActagtg
GeneralgSubjectsZL2015ZLckgbZLlke[llg

4 7

23 PracticalLtspectsLofLyree[xnergyLvalculationsmLtLReview]LJournalgofgChemicalgTheorygandg
ComputationZL2014ZLcbZLdhed[fi 6.4 271

22 OnLtheLUseLofLaLSupramolecularLvoarse[zrainedLβodelLforLtheLSolventLinLSimulationsLofLtheLyoldingL
xquilibriumLofLanLOcta[˛†[peptideLinLβeOHLandLHdO]LHelveticagChimicagActaZL2014ZLliZLcglc[chbg 2 4

21 Time[averagedLorderLparameterLrestraintsLinLmolecularLdynamicsLsimulations]LJournalgofg
BiomoleculargNMRZL2014ZLhbZLchl[ki 3 19

20 RelativeLfreeLenthalpiesLforLpointLmutationsLinLtwoLproteinsLwithLhighlyLsimilarLsequencesLbutL
differentLfolds]LBiochemistryZL2013ZLgdZLflhd[ib 3.2 8

19
xfficientLvombinationLofLxnvironmentLvhangeLandLtlchemicalLPerturbationLwithinLtheLxnvelopingL
wistributionLSamplingLTxwSULSchememLTwin[SystemLxwSLandLtpplicationLtoLtheLweterminationLofL
Octanol[WaterLPartitionLvoefficients]LJournalgofgChemicalgTheorygandgComputationZL2013ZLlZLceef[fh

6.4 14

18 βultiscaleLtpproachesLforLβodelingLHydrocarbonLvonversionLReactionsLinLZeolites]L
ChemietIngenieurtTechnikZL2013ZLkgZLfce[fcl 0.8 7

17
tssessmentLofLenvelopingLdistributionLsamplingLtoLcalculateLrelativeLfreeLenthalpiesLofLbindingLforL
eightLnetropsin[wNtLduplexLcomplexesLinLaqueousLsolution]LJournalgofgComputationalgChemistryZL
2012ZLeeZLhfb[gc

3.5 21

16 βultiscaleLβodelingLofLReactionLandLwiffusionLinLZeolitesmLyromLtheLβolecularLαevelLtoLtheLReactor]L
SoftgMaterialsZL2012ZLcbZLcil[dbc 1.7 19

15 valculationLofLwerivativeLThermodynamicLHydrationLandLtqueousLPartialLβolarLPropertiesLofL³onsL
uasedLonLttomisticLSimulations]LJournalgofgChemicalgTheorygandgComputationZL2012ZLkZLegfd[hf 6.4 11

14 vombinedLwensityLyunctionalLTheoryLandLβonteLvarloLtnalysisLofLβonomolecularLvrackingLofLαightL
tlkanesLOverLH[ZSβ[g]LJournalgofgPhysicalgChemistrygCZL2012ZLcchZLdefbk[defci 3.8 50

13 tnLeffectiveLforceLfieldLforLmolecularLdynamicsLsimulationsLofLdimethylLsulfone]LMoleculargPhysicsZL
2011ZLcblZLdgle[dhbg 1.7 3

12 vurrentLcomputerLmodelingLcannotLexplainLwhyLtwoLhighlyLsimilarLsequencesLfoldLintoLdifferentL
structures]LBiochemistryZL2011ZLgbZLcblhg[ie 3.2 27

11
vomparisonLofLenvelopingLdistributionLsamplingLandLthermodynamicLintegrationLtoLcalculateL
bindingLfreeLenergiesLofLphenylethanolamineLN[methyltransferaseLinhibitors]LJournalgofgChemicalg
PhysicsZL2011ZLcegZLbdfcbg

3.9 36

Niels Hansen

4



10 TheoreticalLSimulationLofLn[tlkaneLvrackingLonLZeolites]LJournalgofgPhysicalgChemistrygCZL2010ZLccfZLcbddl[cbdel3.8 64

9 QuantumLchemicalLmodelingLofLbenzeneLethylationLoverLH[ZSβ[gLapproachingLchemicalLaccuracymLaL
hybridLβPdmwyTLstudy]LJournalgofgthegAmericangChemicalgSocietyZL2010ZLcedZLccgdg[ek 16.4 127

8 TheoreticalL³nvestigationLofLuenzeneLtlkylationLwithLxtheneLoverLH[ZSβ[g]LJournalgofgPhysicalg
ChemistrygCZL2008ZLccdZLcgfbd[cgfcc 3.8 73

7 tLReactionLβechanismLforLtheLNitrousLOxideLwecompositionLonLuinuclearLOxygenLuridgedL³ronL
SitesLinLye[ZSβ[g]LJournalgofgPhysicalgChemistrygCZL2007ZLcccZLdbld[dcbc 3.8 73

6 NewLforceLfieldsLforLnitrousLoxideLandLoxygenLandLtheirLapplicationLtoLphaseLequilibriaLsimulations]L
FluidgPhasegEquilibriaZL2007ZLdglZLckb[ckk 2.5 40

5 NitrousLoxideLdecompositionLoverLye[ZSβ[gLinLtheLpresenceLofLnitricLoxidemLaLcomprehensiveLwyTL
study]LJournalgofgPhysicalgChemistrygBZL2006ZLccbZLciblh[ccf 3.4 71

4 βolecularLsimulationLofLalkeneLadsorptionLinLzeolites]LMoleculargPhysicsZL2005ZLcbeZLfic[fkl 1.7 48

3 ReactiveLβonteLvarloLandLgrand[canonicalLβonteLvarloLsimulationsLofLtheLpropeneLmetathesisL
reactionLsystem]LJournalgofgChemicalgPhysicsZL2005ZLcddZLchfibg 3.9 43

2 PoreβSmLaLsoftwareLtoolLforLgeneratingLsilicaLporeLmodelsLwithLuser[definedLsurfaceL
functionalisationLandLporeLdimensions]LMoleculargSimulationZc[cc 2 6

1 tnLatomisticLviewLonLtheLuptakeLofLaromaticLcompoundsLbyLcyclodextrinLimmobilizedLonL
mesoporousLsilica]LAdsorptionZc 2.6

List of Publications

5


