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yultidimensionalFrreeFqnergyFandFmcceleratedF−uantumFxibraryFyethodsFProvideFaFsatewayFtoF
slycoenzymeFoonformationalSFqlectronicSFandFαeactionFyechanismsUFAccountsloflChemicallResearchSF
2021SFa]SF]XYWT]X[W

24.3 0

77 mnisotropicFnumericalFpotentialsFforFcoarseTgrainedFmodelingFfromFhighTspeedFmultidimensionalF
lookupFtableFandFinterpolationFalgorithmsUFJournalloflComputationallChemistrySF2021SF]YSFbbbTbca 3.5

76 oomparativeFligandFstructuralFanalyticsFillustratedFonFvariablyFglycosylatedFyμoXFantigenTantibodyF
bindingUFBeilsteinlJournalloflOrganiclChemistrySF2020SFXbSFYa]WTYaaW 2.5 1

75 ProtooallerfFαobustFmutomationFofFnindingFrreeFqnergyFoalculationsUFJournalloflChemicall
InformationlandlModelingSF2020SFbWSFXeXcTXeYX 6.1 9

74 nαupsqfFmnF penFPlatformFforFαeproducibleFProteinTxigandFβimulationsFandFrreeFqnergyFofF
nindingFoalculationsUFBio-protocolSF2020SFXWSFe[c[X 0.9

73 nαupsqfFmnF penFPlatformFforFαeproducibleFtighTηhroughputFrreeFqnergyFβimulationsUFJournallofl
ChemicallInformationlandlModelingSF2020SFbWSFaYeWTaYea 6.1 5

72 niomolecularFαeactionFandFunteractionFpynamicsFslobalFqnvironmentFOnαupsqPUFBioinformaticsSF
2019SF[aSF[aWdT[aWe 7.2 9

71 penoisingFmutoencoderFβelfT rganizingFyapFOpmβ yPUFNeurallNetworksSF2018SFXWaSFXXYTX[X 9.1 28

70
ProducingFprηVyyFenzymeFreactionFtrajectoriesFfromFβooTprηnVyyFdrivingFforcesFtoFprobeFtheF
underlyingFelectronicsFofFaFglycosyltransferaseFreactionUFJournalloflComputationallChemistrySF2017SF
[dSFXcdeTXced

3.5 4

69 βolutionFstructuresFofFchloroquineTferrihemeFcomplexesFmodeledFusingFypFsimulationFandF
investigatedFbyFqXmrβFspectroscopyUFJournalloflInorganiclBiochemistrySF2016SFXa]SFXX]TYa 4.2 10

68 yultidimensionalFαeactionFpynamicsFαevealFtowFtheFqnzymeFηcηβFβuppressesFoompetingFβideF
αeactionsFandFηheirFβideFProductsUFACSlCatalysisSF2016SFbSFb[d]Tb[eY 13.1 3

67 slycosyltransferaseFseneFqxpressionFProfilesFolassifyFoancerFηypesFandFProposeFPrognosticF
βubtypesUFScientificlReportsSF2016SFbSFYb]aX 4.9 40

66 ηheFslycomeFmnalyticsFPlatformfFanFintegrativeFframeworkFforFglycobioinformaticsUFBioinformaticsSF
2016SF[YSF[WWaTXX 7.2 5

65 oonformationalFandFelectrostaticFanalysisFofFβXFdonorFanalogueFglycomimeticFinhibitorsFofFβη[salTuF
mammalianFsialyltransferaseUFBioorganiclandlMedicinallChemistrySF2016SFY]SF]eedTaWWa 3.4 2

64 −uantumFsuperchargerFlibraryfFhyperTparallelFintegralFderivativesFalgorithmsFforFabFinitioF−yVyyF
dynamicsUFJournalloflComputationallChemistrySF2015SF[bSFX]XWTe 3.5 4

63 −uantumFsuperchargerFlibraryfFhyperTparallelismFofFtheFtartreeTrockFmethodUFJournallofl
ComputationallChemistrySF2015SF[bSFX[eeT]We 3.5 4

62 ProfilingFtransitionTstateFconfigurationsFonFtheFηrypanosomaFcruziFtransTsialidaseFfreeTenergyF
reactionFsurfacesUFJournalloflPhysicallChemistrylBSF2015SFXXeSFXXeYTYWX 3.4 5
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61 oomputationalFrationaleFforFtheFselectiveFinhibitionFofFtheFherpesFsimplexFvirusFtypeFXFuracilTpzmF
glycosylaseFenzymeUFJournalloflChemicallInformationlandlModelingSF2014SFa]SF[[bYTcY 6.1 4

60 βimpleFxinkFmtomFβaccharideFtybridFOβxmβtPFηreatmentFforFslycosidicFnondsFatFtheF−yVyyF
noundaryUFJournalloflChemicallTheorylandlComputationSF2014SFXWSFXcYcT[d 6.4 3

59 myXVdTonXfFmFβemiempiricalFyodelFforF−yVyyFβimulationsFofFohemicalFslycobiologyFβystemsUF
JournalloflChemicallTheorylandlComputationSF2014SFXWSF]be]T]cWc 6.4 30

58 qvaluatingFmyXVdTonXFforFohemicalFslycobiologyF−yVyyFβimulationsUFJournalloflChemicallTheoryl
andlComputationSF2014SFXWSF]cWdTXc 6.4 13

57
yolecularFstructuresFandFsolvationFofFfreeFmonomericFandFdimericFferrihemeFinFaqueousFsolutionfF
insightsFfromFmolecularFdynamicsFsimulationsFandFextendedFXTrayFabsorptionFfineFstructureF
spectroscopyUFInorganiclChemistrySF2014SFa[SFXWdXXTY]

5.1 11

56 oonformationalFpreferencesFofFplumbaginFwithFphenylTXTthioglucosideFconjugatesFinFsolutionFandF
boundFtoFyshnFdeterminedFbyFaromaticFassociationUFCarbohydratelResearchSF2013SF[cXSFaYTbW 2.9 8

55 PzPFdiminishesFguanosineFglycosidicFbondFstrengthFthroughFrestrictiveFringFpuckerFasFaFprecursorF
toFphosphorylationUFJournalloflPhysicallChemistrylBSF2013SFXXcSFbWXeTYb 3.4 1

54 unterpretingFmediumFringFcanonicalFconformersFbyFaFtriangularFplaneFtessellationFofFtheF
macrocycleUFJournalloflChemicallPhysicsSF2013SFX[dSFXd]XXW 3.9 5

53 qxperimentalFandFtimeTdependentFdensityFfunctionalFtheoryFcharacterizationFofFtheFμVTvisibleF
spectraFofFmonomericFandF˛…ToxoFdimericFferriprotoporphyrinFuXUFInorganiclChemistrySF2012SFaXSFXWY[[TaW 5.1 19

52 mnFenzymeTinitiatedFβmilesFrearrangementFenablesFtheFdevelopmentFofFanFassayFofFyshnSFtheF
slczmcTunsFdeacetylaseFofFmycothiolFbiosynthesisUFOrganiclandlBiomolecularlChemistrySF2012SFXWSFaYcdTdd3.9 4

51 yultidimensionalFfreeFenergyFvolumesFofferFuniqueFinsightsFintoFreactionFmechanismsSFmolecularF
conformationFandFassociationUFPhysicallChemistrylChemicallPhysicsSF2012SFX]SFeWYbT[b 3.6 9

50 tydrationTdeterminedForientationalFpreferencesFinFaromaticFassociationFfromFbenzeneFdimerFfreeF
energyFvolumesUFJournalloflPhysicallChemistrylBSF2012SFXXbSF[Y]T[X 3.4 10

49 yolecularFdetailsFfromFcomputationalFreactionFdynamicsFforFtheFcellobiohydrolaseFuFglycosylationF
reactionUFJournalloflthelAmericanlChemicallSocietySF2011SFX[[SFXe]c]TdY 16.4 41

48 oonformationalFpreferencesFinFdiglycosylFdisulfidesfFzyαFandFmolecularFmodelingFstudiesUF
CarbohydratelResearchSF2011SF[]bSFYbXYTYX 2.9 8

47 rqmαorFaFmultidimensionalFfreeFenergyFmethodFforFinvestigatingFconformationalFlandscapesFandF
chemicalFreactionFmechanismsUFSciencelChinalChemistrySF2011SFa]SFXebYTXec[ 7.9 11

46 mccelerationFofFtheFsmyqββTμwFelectronicFstructureFpackageFonFgraphicalFprocessingFunitsUFJournall
oflComputationallChemistrySF2011SF[YSFY[X[Td 3.5 37

45 ηheFextentFofFconformationalFrigidityFdeterminesFhydrationFinFnonaromaticFhexacyclicFsystemsUF
JournalloflPhysicallChemistrylBSF2011SFXXaSFYbWdTXb 3.4 9

44 μsingFsolventFbindingFandFdielectricFfrictionFtoFinterpretFtheFhydrationFbehaviorFofFcomplexFanionsUF
JournalloflPhysicallChemistrylBSF2011SFXXaSFXW]aTaa 3.4 10
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43 umplementationFofFomβηfillFxowTprossFPouringFβystemFforFungotFoastingUFMaterialslSciencelForumSF
2011SFbe[SFYYcTY[] 0.4

42 qxperimentallyFconsistentFionFassociationFpredictedFforFmetalFsolutionsFfromFfreeFenergyF
simulationsUFJournalloflPhysicallChemistrylBSF2010SFXX]SFcYdbTe[ 3.4 16

41 PyranoseFringFtransitionFstateFisFderivedFfromFcellobiohydrolaseFuFinducedFconformationalFstabilityF
andFglycosidicFbondFpolarizationUFJournalloflthelAmericanlChemicallSocietySF2010SFX[YSFXYdWWT[ 16.4 37

40 αingFpuckeringfFaFmetricFforFevaluatingFtheFaccuracyFofFmyXSFPy[SFPy[omαnTXSFandFβooTprηnF
carbohydrateF−yVyyFsimulationsUFJournalloflPhysicallChemistrylBSF2010SFXX]SFXcX]YTa] 3.4 73

39 oomputingFfreeFenergyFhypersurfacesFforFanisotropicFintermolecularFassociationsUFJournallofl
ComputationallChemistrySF2010SF[XSF[WdTXb 3.5 4

38  ptimalFconfigurationsFofFHcappedHFbetaTcyclodextrinFdimersFinFwaterFmaximiseFhydrophobicF
associationUFChemPhysChemSF2010SFXXSF]aYTe 3.2 4

37 yolecularFmssociationsFpeterminedFfromFrreeFqnergyFoalculationsF2010SFXTYW 1

36 oalculatingFαingFPuckerFrreeFqnergyFβurfacesFrromFαeactionFooordinateFrorcesF2009SF 2

35 rreeFqnergiesFfromFmdaptiveFαeactionFooordinateFrorcesFOrqmαorPfFanFapplicationFtoFringF
puckeringUFMolecularlPhysicsSF2009SFXWcSFXY][TXYaW 1.7 40

34 zyαFstudiesFofFmolecularFconformationsFinFalphaTcyclodextrinUFJournalloflPhysicallChemistrylBSF
2008SFXXYSFd][]Tb 3.4 18

33 slucoseForientationFandFdynamicsFinFalphaTSFbetaTSFandFgammaTcyclodextrinsUFJournalloflPhysicall
ChemistrylBSF2008SFXXYSFXaXaXTc 3.4 23

32 oonformationalFflexibilityFofFsulphurFlinkedFsaccharidesFaFpossibleFkeyFtoFtheirFglycosidaseFinhibitorF
activityUFMolecularlSimulationSF2008SF[]SF[eXT]WY 2 5

31 oTYTarylF TsubstitutedFtuTY[bFderivativesFasFnonTnucleosideFtuVTXFreverseTtranscriptaseFinhibitorsUF
BioorganiclandlMedicinallChemistrySF2008SFXbSFXWYcWTdW 3.4 21

30 βtereoelectronicFandFsolvationFeffectsFdetermineFhydroxymethylFconformationalFpreferencesFinF
monosaccharidesUFJournalloflPhysicallChemistrylBSF2008SFXXYSFXa]aWTe 3.4 47

29 taemozoinFObetaThaematinPFbiomineralizationFoccursFbyFselfTassemblyFnearFtheFlipidVwaterF
interfaceUFFEBSlLettersSF2006SFadWSFaXWaTXW 3.8 111

28 rreeFenergyFsurfacesFforFtheFalphaOXFTTjF]PTglycosidicFlinkagefFimplicationsFforFpolysaccharideF
solutionFstructureFandFdynamicsUFJournalloflPhysicallChemistrylBSF2005SFXWeSFc]bdTc] 3.4 47

27 slycosidicFlinkageFrotationsFdetermineFamyloseFstretchingFmechanismUFJournalloflthelAmericanl
ChemicallSocietySF2005SFXYcSFXYT[ 16.4 42

26 αamachandranFfreeTenergyFsurfacesFforFdisaccharidesfFtrehaloseSFaFcaseFstudyUFCarbohydratel
ResearchSF2005SF[]WSFdcaTe 2.9 20
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25 yolecularFPropertiesFαelatedFtoFtheFmnomalousFβolubilityFofF˛†ToyclodextrinUFJournalloflPhysicall
ChemistrylBSF2004SFXWdSF]Y[bT]Y[d 3.4 87

24
umplementationFofFanFadaptiveFumbrellaFsamplingFmethodFforFtheFcalculationFofFmultidimensionalF
potentialFofFmeanFforceFofFchemicalFreactionsFinFsolutionUFJournalloflComputationallChemistrySF2003SF
Y]SFXccaTdX

3.5 50

23 oontactFionFpairFbetweenFzaRFandFPtolObPOYTPFfavoredFinFmethanolUFJournalloflthelAmericanlChemicall
SocietySF2003SFXYaSFX[[[WTX 16.4 33

22 qvaluatingFuntramolecularFtydrogenFnondFβtrengthsFinFOXâ��]PFxinkedFpisaccharidesFfromFqlectronF
pensityFαelationshipsUFJournalloflPhysicallChemistrylBSF2003SFXWcSFeaadTeabb 3.4 31

21 ηheFroleFofFwaterFinFtheFdesignFofFglycosidicFlinkageFflexibilityUFMolecularlPhysicsSF2003SFXWXSFYbdcTYbe] 1.7 23

20 oarbohydrateFsolutionFsimulationsfFproducingFaFforceFfieldFwithFexperimentallyFconsistentFprimaryF
alcoholFrotationalFfrequenciesFandFpopulationsUFJournalloflComputationallChemistrySF2002SFY[SFXY[bT][ 3.5 258

19 yodelingFtheF˛–OXTjbPFnranchFPointFofFmmylopectinFinFβolutionUFJournalloflPhysicallChemistrylBSF2002SF
XWbSFaWeXTaWed 3.4 17

18 seometricFhydrationFshellsFforFanionicFplatinumFgroupFmetalFchloroFcomplexesUFInorganiclChemistrySF
2002SF]XSFXd]aTe 5.1 36

17 mzFzyαFuzVqβηusmηu zFuzη FηtqFpYzmyuoβF rFPmz βqSFmzF˛–OXTj]PFmzpF˛–OXTjbPTxuzwqpF
ηαuβmootmαupqUFSpectroscopylLettersSF2002SF[aSFbYaTb[Y 1.1 3

16 WaterFstructureFaboutFtheFdimerFandFhexamerFrepeatFunitsFofFamyloseFfromFmolecularFdynamicsF
computerFsimulationsUFJournalloflComputationallChemistrySF2001SFYYSF]]aT]ab 3.5 68

15 yodelingFplatinumFgroupFmetalFcomplexesFinFaqueousFsolutionUFInorganiclChemistrySF2001SF]WSFY[aYTc 5.1 33

14 yolecularFpynamicsFandFzyαFβtudyFofFtheF˛–OXTj]PFandF˛–OXTjbPFslycosidicFxinkagesf´ FyaltoseFandF
usomaltoseUFJournalloflPhysicallChemistrylBSF2001SFXWaSF]c]YT]caX 3.4 58

13 WaterFstructureFaboutFtheFdimerFandFhexamerFrepeatFunitsFofFamyloseFfromFmolecularFdynamicsF
computerFsimulationsF2001SFYYSF]]a 1

12
ηheFsynthesisSFcharacterizationFandFpropertiesFofFalkylFcomplexesFofFtheFtypeF[opQreOo PYα]F
OopQi˛•aToaOot[PagFαinTo[tcFtoFnToXYtYaPgFtheFXTrayFcrystalFandFmolecularFstructureFofF
[opQreOo PYOnToatXXP]FandFmolecularForbitalFandFdensityFfunctionalFcalculationsFonFtheF˛†ThydrideF
eliminationFofF[opreOo PYOotYot[P]UFJournalloflOrganometalliclChemistrySF1999SFadcSFYdT[c

2.3 23

11 rorceTfieldFparameterisationSFsynthesisFandFcrystalFstructureFofFaFnovelFtricarbonylchromiumFareneF
complexUFJournalloflOrganometalliclChemistrySF1999SFaddSFXcbTXda 2.3 5

10 oomputationalFunvestigationsFintoFtheFPotentialFμseFofFPolyObenzylFphenylFetherPFpendrimersFasF
βupportsFforF rganometallicFoatalystsUFMacromoleculesSF1999SF[YSF[[XT[]X 5.5 49

9 oalculationFofFtheFαamachandranFPotentialFofFyeanFrorceFforFaFpisaccharideFinFmqueousFβolutionUF
JournalloflthelAmericanlChemicallSocietySF1999SFXYXSFYY]]TYYaY 16.4 62

8  rganometallicFdendrimersUFAdvanceslinlDendriticlMacromoleculesSF1999SFXTbW 24
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7 yolecularFdynamicsFsimulationsFofFaFglycoproteinfFtheFlectinFfromFqrythrinaFcorallodendronUF
ComputationallandlTheoreticallChemistrySF1997SF[eaT[ebSF]beT]ca 5

6 ηheFapplicationFofFsimulatedFannealingFtoFtheFconformationalFanalysisFofFdisaccharidesUFChemicall
PhysicsSF1997SFYY]SFYb[TYc[ 2.3 18

5 yeltingFofFtwoTdimensionalFcolloidalFcrystalsfFmFsimulationFstudyFofFtheFYukawaFsystemUFJournallofl
ChemicallPhysicsSF1994SFXWWSF[XX]T[XYX 3.9 46

4 ηwoTdimensionalFmeltingFrevisitedUFMolecularlPhysicsSF1993SFdWSFXTY] 1.7 26

3
xelFYFobFandFobYlelFcageFcomplexesFbasedFonF[ooOpnP[][ROpnFiFpropaneTXSYTdiaminePfFsynthesisSF
resolutionSFandFtentativeFidentityFofFtheirFfacFandFmerFgeometricalFisomersUFJournalloflthelChemicall
SocietylChemicallCommunicationsSF1989SFeed

3

2 cXU[bFηheF ldestFyathematicalFmrtefactUFMathematicallGazetteSF1987SFcXSFYe] 0.1 14

1 ηessellateFMFyontagefFyolecularFanalyticsFofFcyclicFconformationsUFF1000ResearchSbSFYXX[ 3.6
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