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m Paper IF Citations

211 ttindexmKaminoKacidKindexKdatabaseXKprogressKreportKecckaKNucleicgAcidsgResearchXK2008XKfiXKweceYh 20.1 623

210 voarseYzrainedKProteinKαodelsKandKTheirKtpplicationsaKChemicalgReviewsXK2016XKddiXKjklkYlfi 68.1 489

209 TopologyKfingerprintKapproachKtoKtheKinverseKproteinKfoldingKproblemaKJournalgofgMoleculargBiologyXK
1992XKeejXKeejYfk 6.5 317

208 αonteKvarloKsimulationsKofKproteinKfoldingaKIaK—atticeKmodelKandKinteractionKschemeaKProteins:g
StructurevgFunctiongandgBioinformaticsXK1994XKdkXKffkYhe 4.2 257

207 vtuSYdockKwebKserverKforKtheKflexibleKdockingKofKpeptidesKtoKproteinsKwithoutKpriorKknowledgeKofK
theKbindingKsiteaKNucleicgAcidsgResearchXK2015XKgfXKWgdlYeg 20.1 237

206 αOβSSTxRmKaKmethodKforKfoldingKglobularKproteinsKwithKaKsmallKnumberKofKdistanceKrestraintsaK
JournalgofgMoleculargBiologyXK1997XKeihXKedjYgd 6.5 234

205 TOUvHSTOβxKIImKaKnewKapproachKtoKabKinitioKproteinKstructureKpredictionaKBiophysicalgJournalXK2003XK
khXKddghYig 2.9 223

204 ProteinKmodelingKandKstructureKpredictionKwithKaKreducedKrepresentationaaKActagBiochimicagPolonica
XK2019XKhdXKfglYfjd 2 221

203 StructuralKgenomicsKandKitsKimportanceKforKgeneKfunctionKanalysisaKNaturegBiotechnologyXK2000XKdkXKekfYj44.5 177

202 tKgeneralKmethodKforKtheKpredictionKofKtheKthreeKdimensionalKstructureKandKfoldingKpathwayKofK
globularKproteinsmKtpplicationKtoKdesignedKhelicalKproteinsaKJournalgofgChemicalgPhysicsXK1993XKlkXKjgecYjgff3.9 177

201 werivationKandKtestingKofKpairKpotentialsKforKproteinKfoldingaKWhenKisKtheKquasichemicalK
approximationKcorrectraKProteingScienceXK1997XKiXKijiYkk 6.3 159

200 ReducedKmodelsKofKproteinsKandKtheirKapplicationsaKPolymerXK2004XKghXKhddYheg 3.9 159

199 wynamicKαonteKvarloKsimulationsKofKaKnewKlatticeKmodelKofKglobularKproteinKfoldingXKstructureKandK
dynamicsaKJournalgofgMoleculargBiologyXK1991XKeedXKgllYhfd 6.5 155

198 tssessingKenergyKfunctionsKforKflexibleKdockingaKJournalgofgComputationalgChemistryXK1998XKdlXKdideYdiee3.5 132

197 treKproteinsKidealKmixturesKofKaminoKacidsrKtnalysisKofKenergyKparameterKsetsaKProteingScienceXK1995
XKgXKedcjYdj 6.3 131

196 αonteKvarloKsimulationsKofKproteinKfoldingaKIIaKtpplicationKtoKproteinKtXKROPXKandKcrambinaKProteins:g
StructurevgFunctiongandgBioinformaticsXK1994XKdkXKfhfYii 4.2 126

195 ProteinYpeptideKdockingmKopportunitiesKandKchallengesaKDruggDiscoverygTodayXK2018XKefXKdhfcYdhfj 8.8 118
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194 vtuSYflexKeacmKaKwebKserverKforKfastKsimulationsKofKflexibilityKofKproteinKstructuresaKNucleicgAcidsg
ResearchXK2018XKgiXKWffkYWfgf 20.1 118

193 wiscretizedKmodelKofKproteinsaKIaKαonteKvarloKstudyKofKcooperativityKinKhomopolypeptidesaKJournalg
ofgChemicalgPhysicsXK1992XKljXKlgdeYlgei 3.9 105

192 αodelingKofKproteinYpeptideKinteractionsKusingKtheKvtuSYdockKwebKserverKforKbindingKsiteKsearchK
andKflexibleKdockingaKMethodsXK2016XKlfXKjeYkf 4.6 104

191 PredictionKofKtheKfoldingKpathwaysKandKstructureKofKtheKzvβgKleucineKzipperaKJournalgofgMolecularg
BiologyXK1994XKefjXKfidYj 6.5 101

190 vtuSYflexmKServerKforKfastKsimulationKofKproteinKstructureKfluctuationsaKNucleicgAcidsgResearchXK2013XK
gdXKWgejYfd 20.1 98

189 woesKreptationKdescribeKtheKdynamicsKofKentangledXKfiniteKlengthKpolymerKsystemsrKtKmodelK
simulationaKJournalgofgChemicalgPhysicsXK1987XKkiXKdhijYdhkh 3.9 94

188 zeneralizedKproteinKstructureKpredictionKbasedKonKcombinationKofKfoldYrecognitionKwithKdeKnovoK
foldingKandKevaluationKofKmodelsaKProteins:gStructurevgFunctiongandgBioinformaticsXK2005XKidKSupplKjXKkgYlc4.2 92

187 uackboneKbuildingKfromKquadrilateralsmKaKfastKandKaccurateKalgorithmKforKproteinKbackboneK
reconstructionKfromKalphaKcarbonKcoordinatesaKJournalgofgComputationalgChemistryXK2007XKekXKdhlfYdhlj3.5 90

186 tssemblyKofKproteinKstructureKfromKsparseKexperimentalKdatamKtnKefficientKαonteKvarloKmodelaK
Proteins:gStructurevgFunctiongandgBioinformaticsXK1998XKfeXKgjhYglg 4.2 89

185 tbKinitioKfoldingKofKproteinsKusingKrestraintsKderivedKfromKevolutionaryKinformationaKProteins:g
StructurevgFunctiongandgBioinformaticsXK1999XKfjXKdjjYdkh 4.2 89

184 OnKtheKoriginKofKtheKcooperativityKofKproteinKfoldingmKimplicationsKfromKmodelKsimulationsaKProteins:g
StructurevgFunctiongandgBioinformaticsXK1996XKeiXKejdYkj 4.2 89

183 yoldingKpathwayKofKtheKbdKdomainKofKproteinKzKexploredKbyKmultiscaleKmodelingaKBiophysicalg
JournalXK2008XKlgXKjeiYfi 2.9 85

182 werivationKofKproteinYspecificKpairKpotentialsKbasedKonKweakKsequenceKfragmentKsimilarityK2000XKfkXKfYdi 84

181 wynamicsKandKthermodynamicsKofKbetaYhairpinKassemblymKinsightsKfromKvariousKsimulationK
techniquesaKBiophysicalgJournalXK1999XKjjXKelgeYhe 2.9 82

180 TheKcollapseKtransitionKofKsemiflexibleKpolymersaKtKαonteKvarloKsimulationKofKaKmodelKsystemaK
JournalgofgChemicalgPhysicsXK1986XKkhXKfhkhYfhlj 3.9 82

179 tccurateKreconstructionKofKallYatomKproteinKrepresentationsKfromKsideYchainYbasedKlowYresolutionK
modelsaKProteins:gStructurevgFunctiongandgBioinformaticsXK2000XKgdXKkiYlj 4.2 80

178 yoldKassemblyKofKsmallKproteinsKusingKmonteKcarloKsimulationsKdrivenKbyKrestraintsKderivedKfromK
multipleKsequenceKalignmentsaKJournalgofgMoleculargBiologyXK1998XKejjXKgdlYgk 6.5 79

177 vharacterizationKofKproteinYfoldingKpathwaysKbyKreducedYspaceKmodelingaKProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaXK2007XKdcgXKdeffcYh 11.5 78

(2007-2018)
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176 —atticeKrepresentationsKofKglobularKproteinsmKHowKgoodKareKtheyraKJournalgofgComputationalg
ChemistryXK1993XKdgXKddlgYdece 3.5 77

175 vtuSYfoldmKServerKforKtheKdeKnovoKandKconsensusYbasedKpredictionKofKproteinKstructureaKNucleicg
AcidsgResearchXK2013XKgdXKWgciYdd 20.1 75

174 tKmethodKforKpredictingKproteinKstructureKfromKsequenceaKCurrentgBiologyXK1993XKfXKgdgYef 6.3 73

173 wynamicKαonteKvarloKsimulationsKofKglobularKproteinKfoldingbunfoldingKpathwaysaKIaKSixYmemberXK
zreekKkeyKbetaYbarrelKproteinsaKJournalgofgMoleculargBiologyXK1990XKedeXKjkjYkdj 6.5 73

172 ProteinKfragmentKreconstructionKusingKvariousKmodelingKtechniquesaKJournalgofgComputerwAidedg
MoleculargDesignXK2003XKdjXKjehYfk 4.2 72

171 TOUvHSTOβxmKaKunifiedKapproachKtoKproteinKstructureKpredictionaKProteins:gStructurevgFunctiongandg
BioinformaticsXK2003XKhfKSupplKiXKgilYjl 4.2 69

170 weKnovoKandKinverseKfoldingKpredictionsKofKproteinKstructureKandKdynamicsaKJournalgofg
ComputerwAidedgMoleculargDesignXK1993XKjXKfljYgfk 4.2 69

169 αonteKvarloKstudiesKonKtheKlongKtimeKdynamicKpropertiesKofKdenseKcubicKlatticeKmultichainKsystemsaK
IaKTheKhomopolymericKmeltaKJournalgofgChemicalgPhysicsXK1987XKkiXKjdigYjdjf 3.9 64

168 vonsistentKViewKofKProteinKyluctuationsKfromKtllYttomKαolecularKwynamicsKandKvoarseYzrainedK
wynamicsKwithK”nowledgeYuasedKyorceYyieldaKJournalgofgChemicalgTheorygandgComputationXK2013XKlXKddlYeh6.4 63

167
eYxthylKandKeYethylideneKanaloguesKofKdalphaXehYdihydroxyYdlYnorvitaminKwTfUmKsynthesisXK
conformationalKanalysisXKbiologicalKactivitiesXKandKdockingKtoKtheKmodeledKrVwRKligandKbindingK
domainaKJournalgofgMedicinalgChemistryXK2002XKghXKffiiYkc

8.3 62

166
vomparisonKofKthreeKαonteKvarloKconformationalKsearchKstrategiesKforKaKproteinlikeKhomopolymerK
modelmKyoldingKthermodynamicsKandKidentificationKofKlowYenergyKstructuresaKJournalgofgChemicalg
PhysicsXK2000XKddfXKhcih

3.9 62

165 tbKinitioKproteinKstructureKpredictionKviaKaKcombinationKofKthreadingXKlatticeKfoldingXKclusteringXKandK
structureKrefinementaKProteins:gStructurevgFunctiongandgBioinformaticsXK2001XKSupplKhXKdglYhi 4.2 58

164 InferringKidealKaminoKacidKinteractionKformsKfromKstatisticalKproteinKcontactKpotentialsaKProteins:g
StructurevgFunctiongandgBioinformaticsXK2005XKhlXKglYhj 4.2 55

163 RegularitiesKinKinteractionKpatternsKofKglobularKproteinsaKProteingEngineeringvgDesigngandgSelectionXK
1993XKiXKkcdYdc 1.9 54

162 StaticKandKdynamicKpropertiesKofKaKnewKlatticeKmodelKofKpolypeptideKchainsaKJournalgofgChemicalg
PhysicsXK1991XKlgXKfljkYflkh 3.9 54

161 OnKtheKshortKtimeKdynamicsKofKdenseKpolymericKsystemsKandKtheKoriginKofKtheKglassKtransitionmKtK
modelKsystemaKJournalgofgChemicalgPhysicsXK1986XKkgXKdleeYdlfd 3.9 54

160 wβtKvaccineKexpressingKtheKmimotopeKofKzweKgangliosideKinducesKprotectiveKzweKcrossYreactiveK
antibodyKresponsesaKCancergResearchXK2005XKihXKfgdcYk 10.1 53

159 woesKaKbackwardlyKreadKproteinKsequenceKhaveKaKuniqueKnativeKstateraKProteingEngineeringvgDesigng
andgSelectionXK1996XKlXKhYdg 1.9 50
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158 vtuSYflexKpredictionsKofKproteinKflexibilityKcomparedKwithKβαRKensemblesaKBioinformaticsXK2014XK
fcXKedhcYg 7.2 48

157 wynamicsKofKwenseKPolymerKSystemsmKvomputerKSimulationsKandKtnalyticKTheoriesaKAdvancesging
ChemicalgPhysicsXK2007XKeefYejk 48

156 tKmethodKforKtheKimprovementKofKthreadingYbasedKproteinKmodelsaKProteins:gStructurevgFunctiong
andgBioinformaticsXK1999XKfjXKhleYidc 4.2 48

155 TheoreticalKmodelKofKprionKpropagationmKaKmisfoldedKproteinKinducesKmisfoldingaKProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaXK2005XKdceXKjkfhYgc 11.5 47

154 tKminimalKphysicallyKrealisticKproteinYlikeKlatticeKmodelmKdesigningKanKenergyKlandscapeKthatKensuresK
allYorYnoneKfoldingKtoKaKuniqueKnativeKstateaKBiophysicalgJournalXK2003XKkgXKdhdkYei 2.9 46

153 vtuSYflexKstandalonemKaKsimulationKenvironmentKforKfastKmodelingKofKproteinKflexibilityaK
BioinformaticsXK2019XKfhXKilgYilh 7.2 45

152 TowardsKtheKhighYresolutionKproteinKstructureKpredictionaKyastKrefinementKofKreducedKmodelsKwithK
allYatomKforceKfieldaKBMCgStructuralgBiologyXK2007XKjXKgf 2.7 44

151 αonteKvarloKstudiesKofKtheKthermodynamicsKandKkineticsKofKreducedKproteinKmodelsmKtpplicationKtoK
smallKhelicalXK˛†XKandK˛–b˛†KproteinsaKJournalgofgChemicalgPhysicsXK1998XKdckXKeickYeidj 3.9 44

150 PredictionKofKquaternaryKstructureKofKcoiledKcoilsaKtpplicationKtoKmutantsKofKtheKzvβgKleucineK
zipperaKJournalgofgMoleculargBiologyXK1995XKehdXKggkYij 6.5 44

149 uioShellYYaKpackageKofKtoolsKforKstructuralKbiologyKcomputationsaKBioinformaticsXK2006XKeeXKiedYe 7.2 42

148 αonteKvarloKstudiesKonKequilibriumKglobularKproteinKfoldingaKIaKHomopolymericKlatticeKmodelsKofK
betaYbarrelKproteinsaKBiopolymersXK1987XKeiXKlfjYie 2.2 42

147
HumanKtelomeraseKmodelKshowsKtheKroleKofKtheKTxβKdomainKinKadvancingKtheKdoubleKhelixKforKtheK
nextKpolymerizationKstepaKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaXK2011XKdckXKlggfYk

11.5 41

146 tbKinitioKproteinKstructureKpredictionKonKaKgenomicKscalemKapplicationKtoKtheKαycoplasmaKgenitaliumK
genomeaKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaXK2002XKllXKhllfYk11.5 39

145 SimulationKofKchaperoninKeffectKonKproteinKfoldingmKaKshiftKfromKnucleationYcondensationKtoK
frameworkKmechanismaKJournalgofgthegAmericangChemicalgSocietyXK2011XKdffXKdcekfYl 16.4 38

144
αonteKvarloKstudiesKonKtheKlongKtimeKdynamicKpropertiesKofKdenseKcubicKlatticeKmultichainKsystemsaK
IIaKProbeKpolymerKinKaKmatrixKofKdifferentKdegreesKofKpolymerizationaKJournalgofgChemicalgPhysicsXK
1987XKkiXKjdjgYjdkc

3.9 38

143 αodelingKofKProteinKStructuralKylexibilityKandK—argeYScaleKwynamicsmKvoarseYzrainedKSimulationsK
andKxlasticKβetworkKαodelsaKInternationalgJournalgofgMoleculargSciencesXK2018XKdlXK 6.3 37

142 αultibodyKcoarseYgrainedKpotentialsKforKnativeKstructureKrecognitionKandKqualityKassessmentKofK
proteinKmodelsaKProteins:gStructurevgFunctiongandgBioinformaticsXK2011XKjlXKdlefYl 4.2 36

141 wistanceKmatrixYbasedKapproachKtoKproteinKstructureKpredictionaKJournalgofgStructuralgandg
FunctionalgGenomicsXK2009XKdcXKijYkd 36

(2009-2014)
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140 αonteKvarloKdynamicsKofKaKdenseKsystemKofKchainKmoleculesKconstrainedKtoKlieKnearKanKinterfaceaKtK
simplifiedKmembraneKmodelaKJournalgofgChemicalgPhysicsXK1990XKlfXKgggcYgggi 3.9 36

139 PhenomenologicalKtheoryKofKtheKdynamicsKofKpolymerKmeltsaKIaKtnalyticKtreatmentKofKselfYdiffusionaK
JournalgofgChemicalgPhysicsXK1988XKkkXKdgcjYdgdj 3.9 36

138 UtilityKlibraryKforKstructuralKbioinformaticsaKBioinformaticsXK2008XKegXKhkgYh 7.2 35

137 TOUvHSTOβxXmKproteinKstructureKpredictionKwithKsparseKβαRKdataaKProteins:gStructurevgFunctiong
andgBioinformaticsXK2003XKhfXKelcYfci 4.2 35

136 vombiningKαOβSSTxRKandK—xSbPαxKtoKPredictKProteinKStructureKfromKtminoKtcidKSequencemKK
tpplicationKtoKtheKSmallKProteinKvαTIYdaKJournalgofgthegAmericangChemicalgSocietyXK2000XKdeeXKkfleYkgce 16.4 35

135 yoldingKsimulationsKandKcomputerKredesignKofKproteinKtKthreeYhelixKbundleKmotifsaKProteins:g
StructurevgFunctiongandgBioinformaticsXK1996XKehXKekiYell 4.2 35

134 tnKxfficientKαonteKvarloKαodelKofKProteinKvhainsaKαodelingKtheKShortYRangeKvorrelationsKbetweenK
SideKzroupKventersKofKαassaKJournalgofgPhysicalgChemistrygBXK1998XKdceXKgiekYgifj 3.4 34

133 tKreducedKmodelKofKshortKrangeKinteractionsKinKpolypeptideKchainsaKJournalgofgChemicalgPhysicsXK
1995XKdcfXKgfdeYgfef 3.9 33

132 αonteKvarloKstudiesKonKequilibriumKglobularKproteinKfoldingaKIIaKuetaYbarrelKglobularKproteinK
modelsaKBiopolymersXK1989XKekXKdchlYlh 2.2 33

131 ProteinYpeptideKmolecularKdockingKwithKlargeYscaleKconformationalKchangesmKtheKphfYαwαeK
interactionaKScientificgReportsXK2016XKiXKfjhfe 4.9 33

130 αodelingKofKloopsKinKproteinsmKaKmultiYmethodKapproachaKBMCgStructuralgBiologyXK2010XKdcXKh 2.7 32

129 xffectKofKdoubleKbondsKonKtheKdynamicsKofKhydrocarbonKchainsaKJournalgofgChemicalgPhysicsXK1992XK
ljXKdegcYdegl 3.9 32

128 tbKinitioKfoldingKofKproteinsKusingKrestraintsKderivedKfromKevolutionaryKinformationaKProteins:g
StructurevgFunctiongandgBioinformaticsXK1999XKfjXKdjjYdkh 4.2 32

127 tlgorithmKforKrapidKreconstructionKofKproteinKbackboneKfromKalphaKcarbonKcoordinatesaKJournalgofg
ComputationalgChemistryXK1997XKdkXKkcYkh 3.5 31

126 vomputerKdesignKofKidealizedK˛†YmotifsaKJournalgofgChemicalgPhysicsXK1995XKdcfXKdcekiYdcelj 3.9 31

125 αechanismKofKyoldingKandKuindingKofKanKIntrinsicallyKwisorderedKProteinKtsKRevealedKbyKabKInitioK
SimulationsaKJournalgofgChemicalgTheorygandgComputationXK2014XKdcXKeeegYfd 6.4 29

124 HvPαYYprogramKforKhierarchicalKclusteringKofKproteinKmodelsaKBioinformaticsXK2005XKedXKfdjlYkc 7.2 29

123 vorrelationKbetweenKknowledgeYbasedKandKdetailedKatomicKpotentialsmKtpplicationKtoKtheKunfoldingK
ofKtheKzvβgKleucineKzipperaKProteins:gStructurevgFunctiongandgBioinformaticsXK1999XKfhXKggjYghe 4.2 29
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122 weKnovoKsimulationsKofKtheKfoldingKthermodynamicsKofKtheKzvβgKleucineKzipperaKBiophysicalgJournalXK
1999XKjjXKhgYil 2.9 29

121 αonteKvarloKstudyKofKlocalKorientationalKorderKinKaKsemiflexibleKpolymerKmeltKmodelaK
MacromoleculesXK1986XKdlXKehhcYehic 5.5 29

120 yromKcoarseYgrainedKtoKatomicYlevelKcharacterizationKofKproteinKdynamicsmKtransitionKstateKforKtheK
foldingKofKuKdomainKofKproteinKtaKJournalgofgPhysicalgChemistrygBXK2012XKddiXKjceiYfe 3.4 27

119 OptimizationKofKproteinKmodelsaKWileygInterdisciplinarygReviews:gComputationalgMoleculargScienceXK
2012XKeXKgjlYglf 7.9 27

118 TypeKIIKrestrictionKendonucleaseKRaxcoelkIKisKaKmemberKofKtheKzIYYYIzKnucleaseKsuperfamilyaKBMCg
StructuralgBiologyXK2007XKjXKgk 2.7 27

117 tKnewKcombinationKofKreplicaKexchangeKαonteKvarloKandKhistogramKanalysisKforKproteinKfoldingKandK
thermodynamicsaKJournalgofgChemicalgPhysicsXK2001XKddhXKdhilYdhjg 3.9 27

116 tKmethodKforKtheKpredictionKofKsurfaceKâ��Uâ��YturnsKandKtransglobularKconnectionsKinKsmallKproteinsK
1997XKejXKelcYfck 26

115 vtuSYdockKstandalonemKaKtoolboxKforKflexibleKproteinYpeptideKdockingaKBioinformaticsXK2019XKfhXKgdjcYgdje7.2 25

114 vlusvomKclusteringKandKcomparisonKofKproteinKmodelsaKBMCgBioinformaticsXK2013XKdgXKie 3.6 25

113 αonteKvarloKstudiesKofKtheKlongYtimeKdynamicsKofKdenseKpolymerKsystemsaKTheKfailureKofKtheK
reptationKmodelaKAccountsgofgChemicalgResearchXK1987XKecXKfhcYfhi 24.3 25

112 HighlyKylexibleKProteinYPeptideKwockingKUsingKvtuSYwockaKMethodsgingMoleculargBiologyXK2017XK
dhidXKilYlg 1.4 24

111 αodelingKofKwisorderedKProteinKStructuresKUsingKαonteKvarloKSimulationsKandK”nowledgeYuasedK
StatisticalKyorceKyieldsaKInternationalgJournalgofgMoleculargSciencesXK2019XKecXK 6.3 24

110 ylexibleKdockingKofKpeptidesKtoKproteinsKusingKvtuSYdockaKProteingScienceXK2020XKelXKeddYeee 6.3 24

109 vomputationalKreconstructionKofKatomisticKproteinKstructuresKfromKcoarseYgrainedKmodelsaK
ComputationalgandgStructuralgBiotechnologygJournalXK2020XKdkXKdieYdji 6.8 24

108 tKlatticeKdynamicsKstudyKofKaK—angmuirKmonolayerKofKmonounsaturatedKfattyKacidsaKJournalgofg
ChemicalgPhysicsXK1993XKlkXKjhkdYjhkj 3.9 23

107 OrderYdisorderKtransitionsKinKtetrahedralKlatticeKpolymerKsystemsaKMacromoleculesXK1986XKdlXKehicYehij 5.5 23

106 wenaturedKproteinsKandKearlyKfoldingKintermediatesKsimulatedKinKaKreducedKconformationalKspaceaaK
ActagBiochimicagPolonicaXK2019XKhfXKdfdYdgf 2 23

105 vollapseKtransitionsKinKproteinYlikeKlatticeKpolymersmKTheKeffectKofKsequenceKpatternsaKBiopolymersXK
1997XKgeXKhfjYhgk 2.2 22

(1997-1999)
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104 ProteinKstructureKpredictionmKcombiningKdeKnovoKmodelingKwithKsparseKexperimentalKdataaKJournalg
ofgComputationalgChemistryXK2007XKekXKdiikYji 3.5 22

103 vomputerKsimulationsKofKdeKnovoKdesignedKhelicalKproteinsaKBiophysicalgJournalXK1998XKjhXKleYdch 2.9 22

102 xfficientKschemeKforKoptimizationKofKparallelKtemperingKαonteKvarloKmethodaKJournalgofgPhysicsg
CondensedgMatterXK2007XKdlXKcfieeh 1.8 21

101 TheKzORKαethodKofKProteinKSecondaryKStructureKPredictionKandKItsKtpplicationKasKaKProteinK
tggregationKPredictionKToolaKMethodsgingMoleculargBiologyXK2017XKdgkgXKjYeg 1.4 20

100 vombiningKcoarseYgrainedKproteinKmodelsKwithKreplicaYexchangeKallYatomKmolecularKdynamicsaK
InternationalgJournalgofgMoleculargSciencesXK2013XKdgXKlklfYlch 6.3 20

99 αethodKforKpredictingKtheKstateKofKassociationKofKdiscretizedKproteinKmodelsaKtpplicationKtoKleucineK
zippersaKBiochemistryXK1996XKfhXKlhhYij 3.2 20

98 wynamicsKofKstarKbranchedKpolymersKinKaKmatrixKofKlinearKchainsKâ��KaKαonteKvarloKstudyaK
MacromoleculargTheorygandgSimulationsXK1994XKfXKjdhYjel 1.5 20

97 voarseYgrainedKmodelingKofKmucusKbarrierKpropertiesaKBiophysicalgJournalXK2012XKdceXKdlhYecc 2.9 19

96 xxploringKproteinKenergyKlandscapesKwithKhierarchicalKclusteringaKInternationalgJournalgofgQuantumg
ChemistryXK2005XKdchXKkeiYkfc 2.1 19

95 StructuralKfeaturesKthatKpredictKrealYvalueKfluctuationsKofKglobularKproteinsaKProteins:gStructurevg
FunctiongandgBioinformaticsXK2012XKkcXKdgehYfh 4.2 18

94
StepsKtowardsKflexibleKdockingmKmodelingKofKthreeYdimensionalKstructuresKofKtheKnuclearKreceptorsK
boundKwithKpeptideKligandsKmimickingKcoYactivatorsSKsequencesaKJournalgofgSteroidgBiochemistrygandg
MoleculargBiologyXK2007XKdcfXKfhjYic

5.1 18

93 αonteKvarloKstudyKofKstarYbranchedKpolymersKonKtheKtetrahedralKlatticeaKIaKvonformationKofKtheK
macromoleculeaKJournalgofgPolymergScience:gPolymergChemistrygEditionXK1982XKecXKfdgjYfdhg 18

92 hYHTeKreceptorKaffinityXKdockingKstudiesKandKpharmacologicalKevaluationKofKaKseriesKofK
dXfYdisubstitutedKthioureaKderivativesaKEuropeangJournalgofgMedicinalgChemistryXK2016XKddiXKdjfYdki 6.8 18

91 weterminantsKofKsecondaryKstructureKofKpolypeptideKchainsmKInterplayKbetweenKshortKrangeKandK
burialKinteractionsaKJournalgofgChemicalgPhysicsXK1997XKdcjXKlhfYlig 3.9 17

90 HierarchicalKmodelingKofKproteinKinteractionsaKJournalgofgMoleculargModelingXK2007XKdfXKildYk 2 17

89 tKsimpleKlatticeKmodelKthatKexhibitsKaKproteinYlikeKcooperativeKallYorYnoneKfoldingKtransitionaK
BiopolymersXK2003XKilXKfllYgch 2.2 17

88 αodelKofKthreeYdimensionalKstructureKofKvitaminKwKreceptorKandKitsKbindingKmechanismKwithK
dalphaXehYdihydroxyvitaminKwTfUaKProteins:gStructurevgFunctiongandgBioinformaticsXK2001XKggXKdkkYll 4.2 17

87 βeuralKnetworkKsystemKforKtheKevaluationKofKsideYchainKpackingKinKproteinKstructuresaKProteing
EngineeringvgDesigngandgSelectionXK1995XKkXKeehYfi 1.9 17
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86 wynamicKαonteKvarloKstudyKofKtheKconformationalKpropertiesKofKlongKflexibleKpolymersaK
MacromoleculesXK1987XKecXKgfkYggc 5.5 17

85 ProteinKsecondaryKstructureKpredictionKusingKaKsmallKtrainingKsetKTcompactKmodelUKcombinedKwithKaK
vomplexYvaluedKneuralKnetworkKapproachaKBMCgBioinformaticsXK2016XKdjXKfie 3.6 17

84 ProteinYpeptideKdockingKusingKvtuSYdockKandKcontactKinformationaKBriefingsgingBioinformaticsXK2019
XKecXKeellYefch 13.4 17

83 PreformedKtemplateKfluctuationsKpromoteKfibrilKformationmKinsightsKfromKlatticeKandKallYatomK
modelsaKJournalgofgChemicalgPhysicsXK2015XKdgeXKdghdcg 3.9 16

82 ”ineticsKandKmechanicalKstabilityKofKtheKfibrilKstateKcontrolKfibrilKformationKtimeKofKpolypeptideK
chainsmKtKcomputationalKstudyaKJournalgofgChemicalgPhysicsXK2018XKdgkXKedhdci 3.9 16

81
TertiaryKstructureKpredictionKofKtheK”IXKdomainKofKvuPKusingKαonteKvarloKsimulationsKdrivenKbyK
restraintsKderivedKfromKmultipleKsequenceKalignmentsaKProteins:gStructurevgFunctiongandg
BioinformaticsXK1998XKfcXKekjYlg

4.2 16

80 UseKofKresidualKdipolarKcouplingsKasKrestraintsKinKabKinitioKproteinKstructureKpredictionaKBiopolymersXK
2003XKjcXKhgkYie 2.2 16

79 uioShellYThreadingmKversatileKαonteKvarloKpackageKforKproteinKfwKthreadingaKBMCgBioinformaticsXK
2014XKdhXKee 3.6 15

78 ReducedKproteinKmodelsKandKtheirKapplicationKtoKtheKproteinKfoldingKproblemaKJournalgofg
BiomoleculargStructuregandgDynamicsXK1998XKdiXKfkdYli 3.6 15

77 yoldingKsimulationsKandKcomputerKredesignKofKproteinKtKthreeYhelixKbundleKmotifsaKProteins:g
StructurevgFunctiongandgBioinformaticsXK1996XKehXKekiYll 4.2 15

76 ProteinKyoldingmKylexibleK—atticeKαodelsaKProgressgofgTheoreticalgPhysicsgSupplementXK2000XKdfkXKeleYfcc 14

75 vontactKpredictionKinKproteinKmodelingmKscoringXKfoldingKandKrefinementKofKcoarseYgrainedKmodelsaK
BMCgStructuralgBiologyXK2008XKkXKfi 2.7 13

74 vomparativeKmodelingKwithoutKimplicitKsequenceKalignmentsaKBioinformaticsXK2007XKefXKeheeYj 7.2 13

73 RoleKofKResultantKwipoleKαomentKinKαechanicalKwissociationKofKuiologicalKvomplexesaKMoleculesXK
2018XKefXK 4.8 13

72 SURPtSSK—owYResolutionKvoarseYzrainedKProteinKαodelingaKJournalgofgChemicalgTheorygandg
ComputationXK2017XKdfXKhjiiYhjjl 6.4 12

71 αodelingKxphugYxphrinueKproteinYproteinKinteractionKusingKflexibleKdockingKofKaKshortKlinearKmotifaK
BioMedicalgEngineeringgOnLineXK2017XKdiXKjd 4.1 12

70 voarseYzrainedKSimulationsKofKαembraneKInsertionKandKyoldingKofKSmallKHelicalKProteinsKUsingKtheK
vtuSKαodelaKJournalgofgChemicalgInformationgandgModelingXK2016XKhiXKeecjYeedh 6.1 12

69 tKstructureYbasedKmodelKfailsKtoKprobeKtheKmechanicalKunfoldingKpathwaysKofKtheKtitinKIejKdomainaK
JournalgofgChemicalgPhysicsXK2013XKdflXKcihdcf 3.9 12
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68 tnalysisKandKoptimizationKofKinteractionsKbetweenKpeptidesKmimickingKtheKzweKgangliosideKandKtheK
monoclonalKantibodyKdgzeaaKInternationalgJournalgofgMoleculargMedicineXK2011XKekXKgjYhj 4.4 12

67 xlasticKnetworkKnormalKmodesKprovideKaKbasisKforKproteinKstructureKrefinementaKJournalgofgChemicalg
PhysicsXK2012XKdfiXKdlhdcd 3.9 12

66 tKminimalKproteinlikeKlatticeKmodelmKanKalphaYhelixKmotifaKJournalgofgChemicalgPhysicsXK2005XKdeeXKedgldh 3.9 12

65 βumericalKstudyKofKtheKentropyKlossKofKdimerizationKandKtheKfoldingKthermodynamicsKofKtheKzvβgK
leucineKzipperaKBiophysicalgJournalXK2002XKkfXKekcdYdd 2.9 12

64 HelixYcoilKandKbetaKsheetYcoilKtransitionsKinKaKsimplifiedXKyetKrealisticKproteinKmodelaKMacromolecularg
TheorygandgSimulationsXK2000XKlXKhefYhff 1.5 12

63 αultiscaleKtpproachKtoKProteinKyoldingKwynamicsK2011XKekdYelf 11

62 PredictingKtheKcomplexKstructureKandKfunctionalKmotionsKofKtheKouterKmembraneKtransporterKandK
signalKtransducerKyectaKBiophysicalgJournalXK2008XKlgXKegkeYld 2.9 11

61 IdealKaminoKacidKexchangeKformsKforKapproximatingKsubstitutionKmatricesaKProteins:gStructurevg
FunctiongandgBioinformaticsXK2007XKilXKfjlYlf 4.2 11

60
ThreeYdimensionalKmodelingKofKtheKIYTevIKhomingKendonucleaseKcatalyticKdomainXKaKzIYYYIzK
superfamilyKmemberXKusingKβαRKrestraintsKandKαonteKvarloKdynamicsaKProteingEngineeringvgDesigng
andgSelectionXK2001XKdgXKjdjYed

1.9 11

59 ProtocolsKforKefficientKsimulationsKofKlongYtimeKproteinKdynamicsKusingKcoarseYgrainedKvtuSKmodelaK
MethodsgingMoleculargBiologyXK2014XKddfjXKefhYhc 1.4 11

58 voarseYzrainedKαodelingKofKPeptideKwockingKtssociatedKwithK—argeKvonformationKTransitionsKofK
theKuindingKProteinmKTroponinKIKyragmentYTroponinKvKSystemaKMoleculesXK2015XKecXKdcjifYkc 4.8 10

57 vtuSYβαRYYweKnovoKtoolKforKrapidKglobalKfoldKdeterminationKfromKchemicalKshiftsXKresidualKdipolarK
couplingsKandKsparseKmethylYmethylKβOxsaKJournalgofgComputationalgChemistryXK2011XKfeXKhfiYgg 3.5 10

56
αonteKcarloKstudyKofKstarYbranchedKpolymersKonKtheKtetrahedralKlatticeaKIIaKStatisticalK
thermodynamicsKofKsingleKmacromoleculesaKJournalgofgPolymergScience:gPolymergChemistrygEditionXK
1984XKeeXKljYdci

10

55 wenaturedKproteinsKandKearlyKfoldingKintermediatesKsimulatedKinKaKreducedKconformationalKspaceaK
ActagBiochimicagPolonicaXK2006XKhfXKdfdYgg 2 10

54 voarseYgrainedKαonteKvarloKsimulationsKofKmucusmKstructureXKdynamicsXKandKthermodynamicsaK
BiophysicalgJournalXK2010XKllXKfhcjYdi 2.9 9

53
TheoreticalKstudyKofKmolecularKmechanismKofKbindingKTRtPeecKcoactivatorKtoKRetinoidKXKReceptorK
alphaXKactivatedKbyKlYcisKretinoicKacidaKJournalgofgSteroidgBiochemistrygandgMoleculargBiologyXK2010XK
dedXKdegYl

5.1 9

52 tKsimpleKtechniqueKtoKestimateKpartitionKfunctionsKandKequilibriumKconstantsKfromKαonteKvarloK
simulationsaKJournalgofgChemicalgPhysicsXK1995XKdceXKidklYidlf 3.9 9

51 SwitchKfromKthermalKtoKforceYdrivenKpathwaysKofKproteinKrefoldingaKJournalgofgChemicalgPhysicsXK
2017XKdgiXKdfhdcd 3.9 8
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50 ImprovingKthermalKstabilityKofKthermophilicK—YthreonineKaldolaseKfromKThermotogaKmaritimaaK
JournalgofgBiotechnologyXK2015XKdllXKilYji 3.7 8

49 uioShellKThreadermKproteinKhomologyKdetectionKbasedKonKsequenceKprofilesKandKsecondaryK
structureKprofilesaKNucleicgAcidsgResearchXK2012XKgcXKWehjYie 20.1 8

48 ImprovedKmethodKforKpredictionKofKproteinKbackboneKUYturnKpositionsKandKmajorKsecondaryK
structuralKelementsKbetweenKUYturnsaKProteins:gStructurevgFunctiongandgBioinformaticsXK1997XKelXKggfYic 4.2 8

47 UnfoldingKofKglobularKproteinsmKmonteKcarloKdynamicsKofKaKrealisticKreducedKmodelaKBiophysicalg
JournalXK2003XKkhXKfejdYk 2.9 8

46 αonteKcarloKcalculationsKofKtheKrKpointKofKstarYbranchedKmacromoleculesKonKtetrahedralKlatticeaK
JournalgofgPolymergSciencevgPolymergLettersgEditionXK1982XKecXKdjjYdkc 8

45 OneYwimensionalKStructuralKPropertiesKofKProteinsKinKtheKvoarseYzrainedKvtuSKαodelaKMethodsging
MoleculargBiologyXK2017XKdgkgXKkfYddf 1.4 7

44 voarseYzrainedKαodelingKofKProteinKwynamicsaKSpringergSeriesgingBiow/neuroinformaticsXK2014XKhhYjl 7

43 tKUnifiedKtpproachKtoKtheKPredictionKofKProteinKStructureKandKyunctionaKAdvancesgingChemicalg
PhysicsXK2002XKdfdYdle 7

42 tssemblyKofKproteinKstructureKfromKsparseKexperimentalKdatamKtnKefficientKαonteKvarloKmodelK1998
XKfeXKgjh 7

41 HowKnoiseKinKforceKfieldsKcanKaffectKtheKstructuralKrefinementKofKproteinKmodelsraKProteins:g
StructurevgFunctiongandgBioinformaticsXK2012XKkcXKffhYgd 4.2 6

40 ProteinKyoldingKwithKaKReducedKαodelKandKInaccurateKShortYRangeKRestraintsaKMacromolecularg
TheorygandgSimulationsXK2005XKdgXKgggYghd 1.5 6

39 tKnewKapproachKtoKpredictionKofKshortYrangeKconformationalKpropensitiesKinKproteinsaK
BioinformaticsXK2005XKedXKlkdYj 7.2 6

38 vomputerKsimulationsKofKtheKpropertiesKofKtheK˛–eXK˛–evXKandK˛–ewKdeKnovoKdesignedKhelicalKproteinsK
2000XKfkXKdjYek 6

37 tKprotocolKforKvtuSYdockKproteinYpeptideKdockingKdrivenKbyKsideYchainKcontactKinformationaK
BioMedicalgEngineeringgOnLineXK2017XKdiXKjf 4.1 5

36 voarseYzrainedKαodelingKofKtheKInterplayKbetweenKSecondaryKStructureKPropensitiesKandKProteinK
yoldKtssemblyaKJournalgofgChemicalgTheorygandgComputationXK2018XKdgXKeejjYeekj 6.4 5

35 OnKtheKentropyKofKtheKmultichainKathermalKlatticeKsystemsaKJournalgofgPolymergSciencevgPolymerg
LettersgEditionXK1984XKeeXKgcjYgdd 5

34 αonteKvarloKsimulationKofKradiationYinducedKsolidKstateKpolymerizationaKPolymerXK1982XKefXKdeeiYdeel 3.9 5

33 ProteinKmodelingKwithKreducedKrepresentationmKstatisticalKpotentialsKandKproteinKfoldingK
mechanismaaKActagBiochimicagPolonicaXK2005XKheXKjgdYjgk 2 5
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32 xnsembleYbasedKevaluationKforKproteinKstructureKmodelsaKBioinformaticsXK2016XKfeXKifdgYifed 7.2 5

31
TowardKmoreKefficientKsimulationsKofKslowKprocessesKinKlargeKbiomolecularKsystemsmKvommentKonK
M—igandKdiffusionKinKproteinsKviaKenhancedKsamplingKinKmolecularKdynamicsMKbyK“akubKRydzewskiK
andKWieslawKβowakaKPhysicsgofgLifegReviewsXK2017XKeeYefXKjhYji

2.1 4

30 OptimizationKofKprofileYtoYprofileKalignmentKparametersKforKoneYdimensionalKthreadingaKJournalgofg
ComputationalgBiologyXK2012XKdlXKkjlYki 1.7 4

29 UncharacterizedKwUydhjgKleptospiraKproteinsKareKSzβHKhydrolasesaKCellgCycleXK2008XKjXKhgeYg 4.7 4

28 weKnovoKpredictionsKofKtheKquaternaryKstructureKofKleucineKzippersKandKotherKcoiledKcoilsaK
InternationalgJournalgofgQuantumgChemistryXK1999XKjhXKdihYdji 2.1 4

27 αonteKvarloKlatticeKdynamicsKandKtheKpredictionKofKproteinKfoldsK1997XKflhYgel 4

26 ProtocolsKforKtllYttomKReconstructionKandKHighYResolutionKRefinementKofKProteinYPeptideK
vomplexKStructuresaKMethodsgingMoleculargBiologyXK2020XKedihXKejfYekj 1.4 4

25 ProtocolsKforKyastKSimulationsKofKProteinKStructureKylexibilityKUsingKvtuSYylexKandKSURPtSSaK
MethodsgingMoleculargBiologyXK2020XKedihXKffjYfhf 1.4 4

24 PredictingKRealYValuedKProteinKResidueKyluctuationKUsingKylexPredaKMethodsgingMoleculargBiologyXK
2017XKdgkgXKdjhYdki 1.4 3

23 PHxβOαxβO—OzIvt—KTHxORYKOyKPO—YαxRKαx—TKwYβtαIvSaKInternationalgJournalgofgModerng
PhysicsgBXK1989XKcfXKffYig 1.1 3

22 αonteKvarloKtpproachesKtoKtheKProteinKyoldingKProblemaKAdvancesgingChemicalgPhysicsXecfYege 3

21 TRtvxRaKtKnewKapproachKtoKcomparativeKmodelingKthatKcombinesKthreadingKwithKfreeYspaceK
conformationalKsamplingaKActagBiochimicagPolonicaXK2010XKhjXKdehYff 2 3

20 WhyKdoKproteinsKdivideKintoKdomainsrKInsightsKfromKlatticeKmodelKsimulationsaKBiomacromoleculesXK
2007XKkXKfhdlYeg 6.9 2

19 TYPileYYaKpackageKforKthermodynamicKcalculationsKforKbiomoleculesaKBioinformaticsXK2007XKefXKdkgcYe 7.2 2

18 ProteinKstructureKpredictionKbyKtemperingKspatialKconstraintsaKJournalgofgComputerwAidedgMolecularg
DesignXK2005XKdlXKicfYk 4.2 2

17 vomputerKsimulationsKofKproteinKfoldingKwithKaKsmallKnumberKofKdistanceKrestraintsaaKActag
BiochimicagPolonicaXK2002XKglXKikfYile 2 2

16 ProteinKStructureKPredictionKUsingKvoarseYzrainedKαodelsaKSpringergSeriesgongBiowgandgNeurosystems
XK2019XKejYhl 0.5 2

15 ProteinYProteinKwockingKwithK—argeYScaleKuackboneKylexibilityKUsingKvoarseYzrainedKαonteYvarloK
SimulationsaKInternationalgJournalgofgMoleculargSciencesXK2021XKeeXK 6.3 2
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8 voarseYzrainedKProteinKαodelsKinKStructureKPredictionaKSpringergSeriesgingBiow/neuroinformaticsXK
2014XKehYhf
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4 SomeKpropertiesKofKrigidKcoresKwithKflexibleKtailsaKαonteKcarloKsimulationKofKtwoYdimensionalKlatticeK
systemsaKChemicalgPhysicsgLettersXK1985XKddiXKdicYdig 2.5

3 αultiscaleKProteinKandKPeptideKwockingK2011XKedYff

2 xxplicitYSolventKtllYttomKαolecularKwynamicsKofKPeptideKtggregationaKSpringergSeriesgongBiowgandg
NeurosystemsXK2019XKhgdYhhk 0.5
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BiochimicagPolonicaXK1997XKggXKfklYgee 2
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