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ChemicalePhysicsVI2004VIdVI[Za[W[Zaf 3.6 9

101 snergyIprofilesIforItheIrateWlimitingIstageIofItheIserineIproteaseIprototypeIreactionXIInternationale
JournaleofeQuantumeChemistryVI2002VIffVIabWbZ 2.1 9

(2002-2014)

7



100 ·heImolecularIspectraIandIstructureIofItheIoxidesIofIboronIandIaluminiumXIRussianeChemicale
ReviewsVI1993VId]VIc]eWcaf 6.8 9

99 ·heImolecularIstructureIandIcomputedIvibrationalIspectrumIofIp]’aXIComputationaleande
TheoreticaleChemistryVI1981VIfcVI[gcW]Zc 9

98 qompetitionIbetweenItwoIcysteinesIinIcovalentIbindingIofIbiliverdinItoIphytochromeIdomainsXI
OrganiceandeBiomoleculareChemistryVI2018VI[dVIec[fWec]g 3.9 9

97 {olecularImechanismIofItheIdarkWstateIrecoveryIinIpzötIphotoreceptorsXIChemicalePhysicseLettersVI
2017VIdedVI]cWa[ 2.5 8

96 wmplementationIofItheIreplicaWexchangeImolecularIdynamicsImethodIforIrigidIbodiesXIInternationale
JournaleofeQuantumeChemistryVI2006VI[ZdVI]]ZfW]][a 2.1 8

95 ·heoreticalImodelingIofItheIheterobimetallicIcomplexI[zaRptaSaquRsalenS]IandIitsIprecursorsXI
JournaleofeAlloyseandeCompoundsVI2004VIaebVIaacWaaf 5.7 8

94 ReactionImechanismIofImatrixImetalloproteinasesIwithIaIcatalyticallyIactiveIzincIionIstudiedIbyItheI
—{Rrt·pSY{{IsimulationsXIMendeleeveCommunicationsVI2016VI]dVI]ZgW][[ 1.9 8

93 trontiersIinI{ultiscaleI{odelingIofI–hotoreceptorI–roteinsXIPhotochemistryeandePhotobiologyVI2021
VIgeVI]baW]dg 3.6 8

92 RoleIofIzwitterionsIinIkindlingIfluorescentIproteinIphotochemistryXIJournaleofePhysicaleChemistryeBVI
2015VI[[gVI]bdeWeb 3.4 7

91
önderstandingItheInonWcatalyticIbehaviorIofIhumanIbutyrylcholinesteraseIsilentIvariantshI
qomparisonIofIwildWtypeIenzymeVIcatalyticallyIactiveIolaa]fqysImutantVIandIsilentIolaa]fospI
variantXIChemicosBiologicaleInteractionsVI2016VI]cgVI]]aW]a]

5 7

90 ·hermalIisomerizationIofItheIchromoproteinIast–cgcIandIitsIkindlingImutantIo[bauhI—{Y{{I
molecularIdynamicsIsimulationsXIJournaleofePhysicaleChemistryeBVI2013VI[[eVI[acZeW[b 3.4 7

89 ·owardsIquantumWbasedImodelingIofIenzymaticIreactionIpathwayshIopplicationItoItheI
acetylholinesteraseIcatalysisXIChemicalePhysicseLettersVI2013VIccdVI]c[W]cc 2.5 7

88 {odelingIchemicalItransformationsIatItheIactiveIsitesIofIcholinesterasesIbyIquantumWbasedI
simulationsXIMoscoweUniversityeChemistryeBulletinVI2015VIeZVI]ebW]ee 0.5 7

87
{inimumIenergyIreactionIprofilesIforItheIhydrolysisIreactionIofItheIcyclicIguanosineI
monophosphateIinIwaterhIqomparisonIofItheIresultsIofItwoI—{Y{{IapproachesXIComputationale
andeTheoreticaleChemistryVI2012VIgfaVIffWgb

2 7

86 {odelingIabsorptionIofItheIkindlingIfluorescentIproteinIwithItheIneutralIformIofItheIchromophoreXI
InternationaleJournaleofeQuantumeChemistryVI2012VI[[]VI]gbeW]gc[ 2.1 7

85 ·heIoriginIofIradiationlessIconversionIofItheIexcitedIstateIinItheIkindlingIfluorescentIproteinIRyt–ShI
femtosecondIstudiesIandIquantumImodelingXILaserePhysicseLettersVI2011VIfVIbdgWbeb 1.5 7

84 oInewIhybridIapproachIforImodelingIreactionsIinImolecularIclustershIopplicationIforItheIhydrogenI
bondedIsystemsXIJournaleofeChemicalePhysicsVI2000VI[[]VIc[aWc][ 3.9 7

83 {echanismsIofIo·–ItoIco{–IqonversionIqatalyzedIbyItheI{ammalianIodenylylIqyclasehIoIRoleIofI
{agnesiumIqoordinationIShellsIandI–rotonIβiresXIJournaleofePhysicaleChemistryeBVI2020VI[]bVIbc[WbdZ 3.4 7

AlexandertVtNemukhin
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82 riscriminationIofIenzymeâ��substrateIcomplexesIbyIreactivityIusingItheIelectronIdensityIanalysishI
peptideIbondIhydrolysisIbyItheImatrixImetalloproteinaseW]XIMendeleeveCommunicationsVI2020VIaZVIcfaWcfc1.9 7

81
·heoreticalIvibrationalIspectroscopyIofIintermediatesIandItheIreactionImechanismIofItheI
guanosineItriphosphateIhydrolysisIbyItheIproteinIcomplexIRasWuo–XISpectrochimicaeActaeseParteA:e
MoleculareandeBiomoleculareSpectroscopyVI2016VI[ddVIdfWe]

4.4 6

80 {odelingIofItheIglycineItripeptideIcyclizationIinItheISerdculyY·yrddulyImutantIofIgreenI
fluorescentIproteinXIMendeleeveCommunicationsVI2019VI]gVI[feW[fg 1.9 6

79 wmprovingItheIresignIofItheI·ripleWreckerI{otifIinIRedItluorescentI–roteinsXIJournaleofePhysicale
ChemistryeBVI2017VI[][VI[ZdZ]W[ZdZg 3.4 6

78 ’peningItheIorgWuluIsaltIbridgeIinImyosinhIcomputationalIstudyXIPhysicaleChemistryeChemicale
PhysicsVI2009VI[[VIbfZbWe 3.6 6

77 riffusionIofIfullereneWbasedInanocarsIonItheIsurfaceIofIaIgoldIcrystalXIMoscoweUniversityeChemistrye
BulletinVI2010VIdcVI][gW]]Z 0.5 6

76 wnteractionIofIlanthanideIatomsIwithIbWpentylWbâ��WcyanobiphenylIinIlowWtemperatureIcondensatesXI
MendeleeveCommunicationsVI2005VI[cVI[ZW[[ 1.9 6

75 SpectroscopicIstudyIofIlowItemperatureIinteractionsIinImetalWorganicIcoWcondensatesXI
SpectrochimicaeActaeseParteA:eMoleculareandeBiomoleculareSpectroscopyVI2000VIcdVI]c]eWae 4.4 6

74 occurateImodelingIofItheISIZIWSI[IphotoWabsorptionIinIbiologicalIchromophoresI2007VI 6

73
{olecularIpolymorphismIofIhumanIenzymesIasItheIbasisIofIindividualIsensitivityItoIdrugsXI
SupercomputerWassistedImodelingIasIaItoolIforIanalysisIofIstructuralIchangesIandIenzymaticI
activityIofIproteinsXIRussianeChemicaleBulletinVI2016VIdcVI[cg]W[dZe

1.7 6

72 qomputationalI{odelingIRevealsItheI{echanismIofItluorescentIStateIRecoveryIinItheIReversiblyI
–hotoswitchableI–roteinIrreiklangXIJournaleofePhysicaleChemistryeBVI2019VI[]aVIfgZ[WfgZg 3.4 5

71 ollWatomIstructuresIandIcalciumIbindingIsitesIofItheIbacterialIphotosyntheticIzv[WRqIcoreIcomplexI
fromI·hermochromatiumItepidumXIJournaleofeMoleculareModelingVI2014VI]ZVI]]fe 2 5

70 qomputationalIcharacterizationIofIketoneWketalItransformationsIatItheIactiveIsiteIofImatrixI
metalloproteinasesXIJournaleofePhysicaleChemistryeBVI2014VI[[fVIbabcWcZ 3.4 5

69 SupercomputerItechnologiesIforIstructuralWkineticIstudyIofImechanismsIofIenzymeIcatalysishIoI
quantumWchemicalIdescriptionIofIaspartoacylaseIcatalysisXIDokladyePhysicaleChemistryVI2017VIbebVIfgWg] 0.8 5

68 {odelingIofItheImechanismIofIhydrolysisIofIsuccinylcholineIinItheIactiveIsiteIofInativeIandImodifiedI
RospeZulySIhumanIbutyrylcholinesteraseXIRussianeChemicaleBulletinVI2010VIcgVIccWdZ 1.7 5

67 ’nItheIpotentialWenergyIsurfaceIofItheI{gIUIq’]IRq]vSIsystemXIMendeleeveCommunicationsVI2001VI
[[VI[cZW[c[ 1.9 5

66 ReactionI{echanismIofIuuanosineI·riphosphateIvydrolysisIbyItheIVisionWRelatedI–roteinIqomplexI
orlaWR–]XIJournaleofePhysicaleChemistryeBVI2016VI[]ZVIafeaWg 3.4 5

65 ollostericIqontrolIofI}WocetylWospartateIvydrolysisIbyItheIπ]a[qIandIt]gcSI{utantsIofIvumanI
ospartoacylaseXIJournaleofeChemicaleInformationeandeModelingVI2019VIcgVI]]ggW]aZf 6.1 5

(2019-2020)
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64 ospartoacylasehIaIcentralInervousIsystemIenzymeXIStructureVIcatalyticIactivityIandIregulationI
mechanismsXIRussianeChemicaleReviewsVI2019VIffVI[W]d 6.8 5

63 StallingIchromophoreIsynthesisIofItheIfluorescentIproteinIVenusIrevealsItheImolecularIbasisIofItheI
finalIoxidationIstepXIChemicaleScienceVI2021VI[]VIeeacWeebc 9.4 5

62 wnterplayIbetweenIzocallyIsxcitedIandIqhargeI·ransferIStatesIuovernsItheI–hotoswitchingI
{echanismIinItheItluorescentI–roteinIrreiklangXIJournaleofePhysicaleChemistryeBVI2021VI[]cVIeceWeeZ 3.4 5

61
zightWwnducedIqhangeIofIorginineIqonformationI{odulatesItheIRateIofIodenosineI·riphosphateItoI
qyclicIodenosineI{onophosphateIqonversionIinItheI’ptogeneticISystemIqontainingI
–hotoactivatedIodenylylIqyclaseXIJournaleofeChemicaleInformationeandeModelingVI2021VId[VI[][cW[]]c

6.1 5

60 {odelingIofIcalciumIbindingIinItheIlightWharvestingIcomplexIofIphotosyntheticIreactionIcenterIofI
theI·hermochromatiumItepidumIbacteriumXIMoscoweUniversityeChemistryeBulletinVI2011VIddVIfZWf] 0.5 4

59 SimulatedI[f’IkineticIisotopeIeffectsIinIenzymaticIhydrolysisIofIguanosineItriphosphateXI
BiochemistryenMoscowoVI2009VIebVI[ZbbWf 2.9 4

58
qorrelationIbetweenItheIsubstrateIstructureIandItheIrateIofIacetylcholinesteraseIhydrolysisI
modeledIwithItheIcombinedIquantumImechanicalYmolecularImechanicalIstudiesXIChemicosBiologicale
InteractionsVI2010VI[feVIcgWda

5 4

57
sxperimentalIandItheoreticalIstudiesIofItheIproductsIofIreactionIbetweenIznRhfaSaIandIquRacacS]I
RznkzaVIπiIacackacetylacetonateVIhfakhexafluoroacetylacetonateSXIJournaleofeMoleculareStructureVI
2007VIfa[VIbdWcb

3.4 4

56 ·heoreticalIcharacterizationIofItheI[VaWdiazaazuleneImoleculeIandIitsIderivativesXIComputationale
andeTheoreticaleChemistryVI2008VIfccVIbZWbb 4

55 wnvestigationIofImatrixWisolatedIspecieshIspectroscopyIandImolecularImodellingXIRussianeChemicale
ReviewsVI2007VIedVI[ZfcW[Zg] 6.8 4

54 {etastableIzanthanideIqomplexItormationIandItheirI·hermalIpehaviorIinItheISolidIStateIwithI
olkylcyanobiphenylsXIMoleculareCrystalseandeLiquideCrystalsVI2005VIbbZVIa[eWa]b 0.5 4

53 smissionIofISvIradicalsIinIsolidIkryptonhImixedIquantumWclassicalImolecularIdynamicsIsimulationsXI
ChemicalePhysicseLettersVI2001VIaafVIa[eWa]] 2.5 4

52 onalysisIofIprotonIwiresIinItheIenzymeIactiveIsiteIsuggestsIaImechanismIofIcWdiWu{–IhydrolysisIbyI
theIsozIdomainIphosphodiesterasesXIProteins:eStructurereFunctioneandeBioinformaticsVI2016VIfbVI[deZW[dfZ4.2 4

51 ·owardsIfirstWprinciplesIcalculationIofIelectronicIexcitationsIinItheIringIofItheIproteinWboundI
bacteriochlorophyllsXIChemicalePhysicsVI2018VIcZcVIabWag 2.3 3

50 zowWtemperatureIbiligandIcomplexesIofIeuropiumIandIsamariumIwithImesogenicI
alkylcyanobiphenylsXIJournaleofeStructuraleChemistryVI2004VIbcVIaf]Wafe 0.9 3

49 —{Y{{ImodelingIofItheIstructuresIandIpropertiesIofItheI˛†Wdiketonateâ��basedIlanthanideI
complexesXIInternationaleJournaleofeQuantumeChemistryVI2005VI[ZbVI]ZaW][a 2.1 3

48 {olecularI{odelingIRevealsItheI{echanismIofIRanWRanuo–WqatalyzedIuuanosineI·riphosphateI
vydrolysisIwithoutIanIorginineItingerXIACSeCatalysisVI2021VI[[VIfgfcWfggf 13.1 3

47 sffectIofIsolvationIwaterIshellsIonIenzymeIactiveIsitesIinIzincWdependentIhydrolasesXIStructurale
ChemistryVI2019VIaZVIbf[Wbff 1.8 3

AlexandertVtNemukhin
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46 SimulationIofISpectraIofIRedItluorescentI–roteinI{utantsXIMoscoweUniversityeChemistryeBulletinVI
2018VIeaVI][]W][c 0.5 3

45 ·uningIslectrostaticIuatingIofISemiconductingIqarbonI}anotubesIbyIqontrollingI–roteinI
’rientationIinIpiosensingIrevicesXIAngewandteeChemieeseInternationaleEditionVI2021VIdZVI]Z[fbW]Z[fg 16.4 3

44 qomputerIsimulationIinImolecularImedicineIandIdrugIdesignXIHeraldeofetheeRussianeAcademyeofe
SciencesVI2016VIfdVI[fcW[g] 0.7 2

43 —uantumIchemicalImodelingIofIcomponentsIofIdyeWsensitizedIsolarIcellsXIMoscoweUniversitye
ChemistryeBulletinVI2013VIdfVIeeWeg 0.5 2

42 {olecularImodelIofIzv[IlightWharvestingIcomplexIofItheIphotosyntheticIcenterIofI
·hermochromatiumItepidumIbacteriaXIMoscoweUniversityeChemistryeBulletinVI2013VIdfVIfZWf] 0.5 2

41 —uantumIchemistryIinIstudiesIofIfluorescentIandIphotosensingIproteinsXIInternationaleJournaleofe
QuantumeChemistryVI2013VI[[aVI[f]fW[fa] 2.1 2

40 ·heIphotoreactionImechanismIinItheIbacterialIblueIlightIreceptorIpzötIaccordingItoImetadynamicsI
modelingXIMoscoweUniversityeChemistryeBulletinVI2014VIdgVI[bgW[c[ 0.5 2

39 ’pticalItransitionsIinItheIlightWharvestingIcomplexesIofIbacterialIphotosyntheticIcentersXIMoscowe
UniversityeChemistryeBulletinVI2014VIdgVI[c]W[cb 0.5 2

38 {odelingItheImechanismIofIhydrolysisIofIcyclicIguanosineImonophosphatesIinIaqueousIsolutionXI
MoscoweUniversityeChemistryeBulletinVI2011VIddVI]]gW]a[ 0.5 2

37 {odelingInegativeIionIdefectImigrationIthroughItheIgramicidinIoIchannelXIJournaleofeMoleculare
ModelingVI2009VI[cVI[ZZgW[] 2 2

36 wmplementationIofIaImolecularIdynamicsIapproachIwithIrigidIfragmentsItoIsimulationIofIchemicalI
reactionsIinIbiomolecularIsystemsXIMoscoweUniversityeChemistryeBulletinVI2007VId]VI[eeW[eg 0.5 2

35 {odelingItheISolvationISitesIinIRareWuasI{atricesIwithItheISimulatedIonnealingI{onteIqarloI
·echniqueXIJournaleofeChemicaleInformationeandeComputereSciencesVI1999VIagVIaeZWaec 2

34 —{Y{{IopproachesIShedIzightIonIut–I–uzzlesXIChallengeseandeAdvanceseineComputationale
ChemistryeandePhysicsVI2021VI]e[W]g] 0.7 2

33 wntermediatesIofItheIoutocatalyticIReactionIofItheItormationIofIaIqhromophoreIinIaIureenI
tluorescentI–roteinXIRussianeJournaleofePhysicaleChemistryeBVI2020VI[bVIbceWbd[ 1.2 2

32 {echanismIofIuuanosineI·riphosphateIvydrolysisIbyItheIVisualI–roteinsIorlaWR–]hItreeIsnergyI
ReactionI–rofilesIqomputedIwithIobIwnitioI·ypeI—{Y{{I–otentialsXIMoleculesVI2021VI]dVI 4.8 2

31
qomputationalIcharacterizationIofItheIallWatomIstructureIandItheIcalciumIbindingIsitesIofItheI
zv[â��RqIcoreIcomplexIfromI·hermochromatiumItepidumXIJournaleofeTheoreticaleandeComputationale
ChemistryVI2016VI[cVI[dcZZ]Z

1.8 2

30 SupercomputerIsimulationIofItheIcovalentIinhibitionIofItheImainIproteaseIofISoRSWqoVW]XXIRussiane
ChemicaleBulletinVI2021VIeZVI]ZfbW]Zfg 1.7 2

29
{olecularI{odelingIofI–hotophysicalI–ropertiesIofIqomponentsIofItˆ¶rsterIResonanceIsnergyI
·ransferI–airsIqontainingItlavinWpasedItluorescentI–roteinsIandI·heirIonalogsXIRussianeJournaleofe
PhysicaleChemistryeBVI2019VI[aVIafgWaga

1.2 1

(2019-2018)
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28 ·heoreticalIcharacterizationIofItheIphotochemicalIreactionIq’]IUI’Ra–SIWlIq’IUI’]IrelatedItoI
experimentsIinIsolidIkryptonXIChemicalePhysicseLettersVI2020VIebdVI[aeaZa 2.5 1

27 StructureIofItheIprainIWocetylaspartateIpiosyntheticIsnzymeI}o·fzIRevealedIbyIqomputerI
{odelingXIACSeChemicaleNeuroscienceVI2020VI[[VI]]gdW]aZ] 5.7 1

26 {odelingIhydrolysisIofItheIcyclicIdimericIguanosineImonophosphateIbyIphosphodiesterasesXI
MoscoweUniversityeChemistryeBulletinVI2016VIe[VI[]W[c 0.5 1

25 ·heIstructureIofItheIenzymeWsubstrateIcomplexIofItheIphosphodiesteraseIcatalyticIdomainIwithI
cyclicIdiguanosineImonophosphateXIMoscoweUniversityeChemistryeBulletinVI2014VIdgVI[Wb 0.5 1

24 qomputerImodelingIofIcomponentsIofIphotoreceptorIsystemsXIRussianeChemicaleBulletinVI2014VIdaVI[eZaW[eZg1.7 1

23 {olecularImodelingIofItheItˆ¶rsterIresonanceIenergyItransferIbetweenItusionRedIandI
redushkaReqt–deZSIfluorescentIproteinsI2013VI 1

22 —uantumImechanicalYmolecularImechanicalIanalysisIofImechanismsIofIenzymeIactionXIvumanI
acetylcholinesteraseXIRussianeChemicaleBulletinVI2011VIdZVI][gdW]]Zb 1.7 1

21 olgorithmsIofItheIflexibleIeffectiveIfragmentImethodIusedIforImodelingIofItransformationsIinI
enzymeIactiveIsitesXIMoscoweUniversityeChemistryeBulletinVI2010VIdcVIaccWace 0.5 1

20 {ixedWligandIcomplexesIbasedIonIasymmetricIgadoliniumI˛†WdiketonateshISynthesisVIcrystalI
structureVIandItheoreticalImodelingXIRussianeJournaleofeInorganiceChemistryVI2007VIc]VI[adcW[aee 1.5 1

19 ·heIroleIofImagnesiumIinIhydrolysisIofItriphosphatesIinIwaterhI—uantumImechanicalYmolecularI
mechanicalImodelingXIMoscoweUniversityeChemistryeBulletinVI2007VId]VI[]aW[]e 0.5 1

18
StructureIofItheIenzymeWsubstrateIcomplexIforIguanosineItriphosphateIhydrolysisIbyIelongationI
factorIstW·uhIqomparisonIofIquantumImechanicsYmolecularImechanicsIandImolecularIdynamicsI
resultsXIMoscoweUniversityeChemistryeBulletinVI2008VIdaVIa][Wa]a

0.5 1

17 —uantumIchemicalImodellingIofIreactivityIandIselectivityIofI[VI]WdithiolanesItowardsIretroviralIandI
cellularIzincIfingersXIMolecularePhysicsVI2002VI[ZZVIeg[Wege 1.7 1

16 ·woISidesIofI—uantumWpasedI{odelingIofIsnzymeWqatalyzedIReactionshI{echanisticIandIslectronicI
StructureIospectsIofItheIvydrolysisIbyIulutamateIqarboxypeptidaseXIMoleculesVI2021VI]dVI 4.8 1

15 ripoleI{omentIVariationIqlearsIöpIslectronicIsxcitationsIinItheIˇ�WStackedIqomplexesIofI
tluorescentI–roteinIqhromophoresXIJournaleofeChemicaleInformationeandeModelingVI2020VIdZVId]ffWd]ge 6.1 1

14 {odelIofItheIR}oI–olymeraseIqomplexIofItheISoRSWqoVW]IVirusIwithItavipiravirXIRussianeJournaleofe
PhysicaleChemistryeBVI2021VI[cVI[ZaW[Ze 1.2 1

13 {odelingIphotophysicalIpropertiesIofItheIbacteriophytochromeWbasedIfluorescentIproteinIwt–[XbXI
JournaleofeChemicalePhysicsVI2021VI[cbVIZdc[Z[ 3.9 1

12
–rotonationIStatesIofI{olecularIuroupsIinItheIqhromophoreWpindingISiteI{odulateI–ropertiesIofI
theIReversiblyISwitchableItluorescentI–roteinIrssut–]XIJournaleofePhysicaleChemistryeLettersVI2021VI
[]VIf]daWf]e[

6.4 1

11 {odelingISpectralI·uningIinIRedItluorescentI–roteinsIösingItheIripoleI{omentIVariationIuponI
sxcitationXIJournaleofeChemicaleInformationeandeModelingVI2021VId[VIc[]cWc[a] 6.1 0

AlexandertVtNemukhin
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10 {echanismIofI{etalloW˛†WzactamaseIwnhibitionIbyI’xacephalosporinIontibioticXIMoscoweUniversitye
ChemistryeBulletinVI2018VIeaVI[ccW[ce 0.5 0

9 ·uningIslectrostaticIuatingIofISemiconductingIqarbonI}anotubesIbyIqontrollingI–roteinI
’rientationIinIpiosensingIrevicesXIAngewandteeChemieVI2021VI[aaVI]ZabdW]Zac[ 3.6 0

8 SpontaneousIReactivationIofI’–qWwnhibitedIpqhsI{utantshI{odelingIofI{echanismsXIRussiane
JournaleofePhysicaleChemistryeBVI2022VI[dVI[ZaW[Zf 1.2 0

7 svaluationIofItheI—IyIabsorptionIbandImaximumIinIaIlightWharvestingIcomplexIofItheIbacterialI
photosyntheticIcenterI·hermochromatiumItepidumXIMoscoweUniversityeChemistryeBulletinVI2017VIe]VI[[[W[[b0.5

6
—uantumIchemicalIjustificationIofItheIspecificityIofIenzymeIcatalysishIqorrelationsIbetweenItheI
rateIofIenzymeIcatalysisIbyIacetylcholinesteraseIandIsubstrateIstructureXIDokladyePhysicale
ChemistryVI2009VIb]dVIgfW[ZZ

0.8

5 {echanismsIofIenzymaticIhydrolysisIofInucleosideItriphosphatesIbyIquantumIandImolecularI
mechanicsXIRussianeJournaleofeGeneraleChemistryVI2008VIefVIdgdWeZa 0.7

4 SimulationIofIprotonItransportIinItheIgramicidinIoIchannelXIMoscoweUniversityeChemistryeBulletinVI
2008VIdaVI]b[W]bb 0.5

3 oInewIuniversalIβebIinterfaceItoIquantumIchemistryIprogramsXIInternationaleJournaleofeQuantume
ChemistryVI2004VI[ZZVIdbcWdbf 2.1

2 {odelingIStructuresIandISpectraIofI·rappedISpeciesIinIzowW·emperatureI{atricesI2011VIbbeWbdf

1 {echanismsIofItheIospartoacylaseIqatalyticIoctivityIRegulationIoccordingItoItheIqomputerI
{odelingIResultsXIMoscoweUniversityeChemistryeBulletinVI2018VIeaVI[c]W[cb 0.5
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