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foldingGandGunfoldingGpathwaysVGBiochemistryTG1994TG[[TGYX][cU]e 3.2 47

217
–tandardUgeometryGchainsGfittedGtoGαUrayGderivedGstructuresfG°alidationGofGtheGrigidUgeometryG
approximationVGuVGohainGclosureGthroughGaGlimitedGsearchGofGâ��loopâ��GconformationsVGJournalgofg
ComputationalgChemistryTG1991TGYZTGaXaUaZb

3.5 46

216 PredictionGofGtheGnativeGconformationGofGaGpolypeptideGbyGaGstatisticalUmechanicalGprocedureVGuuuVG
ProbableGandGaverageGconformationsGofGenkephalinVGBiopolymersTG1987TGZbTGYYZaUbZ 2.2 46

215 –tatisticalGmechanicsGofGnoncovalentGbondsGinGpolyaminoGacidsVGuαVG—heGtwoUstateGtheoryGofGproteinG
denaturationVGBiopolymersTG1965TG[TG]XYU]Ye 2.2 46

214 qffectGofGsideGchainsGonGtheGconformationalGenergyGandGrotationalGstrengthGofGtheGnUpiGtransitionGforG
someGalphaUhelicalGpolyUalphaUaminoGacidsVGBiopolymersTG1968TGbTGYa[YUaX 2.2 46

213 towGadequateGareGoneUGandGtwoUdimensionalGfreeGenergyGlandscapesGforGproteinGfoldingGdynamicskVG
PhysicalgReviewgLettersTG2009TGYXZTGZ[dYXZ 7.4 45

212 oircularGdichroismGevidenceGforGtheGpresenceGofGburstUphaseGintermediatesGonGtheGconformationalG
foldingGpathwayGofGribonucleaseGmVGBiochemistryTG1996TG[aTGYXYZaU[[ 3.2 45

211 oommunicationsGtoGtheGeditorfG–tableGconformationsGofGdipeptidesVGBiopolymersTG1973TGYZTGZYccUd[ 2.2 45

210 zewGdevelopmentsGofGtheGelectrostaticallyGdrivenGyonteGoarloGmethodfGtestGonGtheG
membraneUboundGportionGofGmelittinVGBiopolymersTG1998TG]bTGYYcUZb 2.2 44

209 wineticGfoldingGpathwayGofGaGthreeUdisulfideGmutantGofGbovineGpancreaticGribonucleaseGmGmissingGtheG
σ]XUea]GdisulfideGbondVGBiochemistryTG1998TG[cTGcabYUcY 3.2 44

208 —woGnewGstructuredGintermediatesGinGtheGoxidativeGfoldingGofG”zaseGmVGFEBSgLettersTG1999TG]bXTG]ccUe 3.8 44

207 unfluenceGofGinteratomicGinteractionsGonGtheGstructureGandGstabilityGofGpolypeptidesGandGproteinsVG
BiopolymersTG1981TGZXTGYdccUYdee 2.2 44

206 qffectGofGsideUchainGhydrophobicGbondingGonGtheGstabilityGofGhomopolyaminoGacidGalphaUhelicesfG
conformationalGstudiesGofGpolyUlUleucineGinGwaterVGBiopolymersTG1970TGeTGc]eUb] 2.2 44

205 untramolecularGstericGeffectsGandGhydrogenGbondingGinGregularGconformationsGofGpolyaminoGacidsVG
BiopolymersTG1966TG]TGddcUeX] 2.2 44

204 yolecularGdynamicsGwithGtheG nitedUresidueGforceGfieldfGabGinitioGfoldingGsimulationsGofGmultichainG
proteinsVGJournalgofgPhysicalgChemistrygBTG2007TGYYYTGZe[U[Xe 3.4 43
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203 yacromolecularGconformationalGdynamicsGinGtorsionalGangleGspaceVGJournalgofgChemicalgPhysicsTG
1998TGYXdTGZcYUZdb 3.9 43

202 wineticGandGthermodynamicGstudiesGofGtheGfoldingWunfoldingGofGaGtryptophanUcontainingGmutantGofG
ribonucleaseGmVGBiochemistryTG1996TG[aTGYZecdUeZ 3.2 42

201 mnGefficientTGdifferentiableGhydrationGpotentialGforGpeptidesGandGproteinsVGJournalgofgComputationalg
ChemistryTG1996TGYcTGYa]eUYaad 3.5 42

200 ‘ptimizingGPotentialGrunctionsGforGProteinGroldingVGThegJournalgofgPhysicalgChemistryTG1996TGYXXTGY]a]XUY]a]d 41

199
°ariableUtargetUfunctionGandGbuildUupGproceduresGforGtheGcalculationGofGproteinGconformationVG
mpplicationGtoGbovineGpancreaticGtrypsinGinhibitorGusingGlimitedGsimulatedGnuclearGmagneticG
resonanceGdataVGJournalgofgBiomoleculargStructuregandgDynamicsTG1988TGaTGcacUd]

3.6 41

198 unfluenceGofGlocalGinteractionsGonGproteinGstructureVGuuVGoonformationalGenergyGstudiesGofG
zUacetylUzkUmethylamidesGofGmlaUαGandGαUmlaGdipeptidesVGBiopolymersTG1978TGYcTGYd]eUYdbe 2.2 41

197 piffusionGqquationGandGpistanceG–calingGyethodsGofGslobalG‘ptimizationf´ GmpplicationsGtoGorystalG
–tructureGPredictionVGJournalgofgPhysicalgChemistrygATG1998TGYXZTGZeX]UZeYd 2.8 40

196 —heGeffectGofGtheGxUazetidineUZUcarboxylicGacidGresidueGonGproteinGconformationVGuVGoonformationsGofG
theGresidueGandGofGdipeptidesVGBiopolymersTG1990TG[XTGeaYUe 2.2 40

195 yatrixGformulationGofGtheGtransitionGfromGaGstatisticalGcoilGtoGanGintramolecularGantiparallelGbetaG
sheetVGBiopolymersTG1984TGZ[TGYcXYUZ] 2.2 40

194 mccelerationGofGconvergenceGinGyonteGoarloGsimulationsGofGaqueousGsolutionsGusingGtheGmetropolisG
algorithmVGtydrophobicGhydrationGofGmethaneVGJournalgofgComputationalgChemistryTG1982TG[TGaZaUa]c 3.5 40

193 —tqGqrrqo—G‘rG–‘x —q–G‘zG—tqG–—” o— ”qG‘rG−m—q”GmzpGu—–GuyPxuom—u‘z–Gr‘”GP”‘—quzG
–—” o— ”qRVGAnnalsgofgthegNewgYorkgAcademygofgSciencesTG2006TGYZaTGZa[UZcb 6.5 39

192 qffectGofGsequenceUspecificGinteractionsGonGtheGstabilityGofGhelicalGconformationsGinGpolypeptidesVG
BiopolymersTG1988TGZcTG]YUad 2.2 39

191 nrownianGdynamicsGsimulationsGofGproteinGfoldingVGJournalgofgChemicalgPhysicsTG1998TGYXdTGZdcU[XX 3.9 37

190 PatternGrecognitionGinGtheGpredictionGofGproteinGstructureVGuuVGohainGconformationGfromGaG
probabilityUdirectedGsearchGprocedureVGJournalgofgComputationalgChemistryTG1989TGYXTGcedUdYb 3.5 37

189 orystalGstructuresGofGtwoGmutantsGthatGhaveGimplicationsGforGtheGfoldingGofGbovineGpancreaticG
ribonucleaseGmVGProteingScienceTG1998TGcTGYZaaUd 6.3 36

188 PredictingGY[oalphaGchemicalGshiftsGforGvalidationGofGproteinGstructuresVGJournalgofgBiomolecularg
NMRTG2007TG[dTGZZYU[a 3 36

187 oanGcooperativityGinGhydrophobicGassociationGbeGreproducedGcorrectlyGbyGimplicitGsolvationG
modelskRVGInternationalgJournalgofgQuantumgChemistryTG2002TGddTG]YUaa 2.1 36

186 mntiUcooperativeGinteractionsGinGsingleUstrandGoligomersGofGdeoxyriboadenylicGacidVGBiopolymersTG
1967TGaTG]X[UZZ 2.2 36

(1967-1998)
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185 PerformanceGofGproteinUstructureGpredictionsGwithGtheGphysicsUbasedG z”q–GforceGfieldGinGom–PYYVG
BioinformaticsTG2016TG[ZTG[ZcXU[Zcd 7.2 36

184 tierarchicalGenergyUbasedGapproachGtoGproteinUstructureGpredictionfGnlindUtestGevaluationGwithG
om–P[GtargetsVGInternationalgJournalgofgQuantumgChemistryTG2000TGccTGeXUYYc 2.1 35

183 uonGPairGunteractionsGinGmqueousG–olutionf´ G–elfUoonsistentG”eactionGrieldGO–o”rPGoalculationsGwithG
–omeGqxplicitG−aterGyoleculesVGJournalgofgPhysicalgChemistrygATG2000TGYX]TGbaXaUbaXe 2.8 35

182 unfluenceGofGlocalGinteractionsGonGproteinGstructureVGuuuVGoonformationalGenergyGstudiesGofG
zUacetyUzkUmethylamidesGofGslyUαGandGαUslyGdipeptidesVGBiopolymersTG1978TGYcTGYdcYUYdd] 2.2 35

181
PhysicsUbasedGpotentialsGforGtheGcouplingGbetweenGbackboneUGandGsideUchainUlocalGconformationalG
statesGinGtheG zitedG”q–idueGO z”q–PGforceGfieldGforGproteinGsimulationsVGJournalgofgChemicalgTheoryg
andgComputationTG2015TGYYTGdYcU[Y

6.4 34

180 oonformationalGunfoldingGstudiesGofGthreeUdisulfideGmutantsGofGbovineGpancreaticGribonucleaseGmG
andGtheGcouplingGofGprolineGisomerizationGtoGdisulfideGredoxGreactionsVGBiochemistryTG1999TG[dTGZdXaUYa 3.2 34

179 yaximumGxikelihoodGoalibrationGofGtheG z”q–GrorceGrieldGforG–imulationGofGProteinG–tructureGandG
pynamicsVGJournalgofgChemicalgInformationgandgModelingTG2017TGacTGZ[b]UZ[cc 6.1 33

178
oonformationalGenergyGcalculationsGofGenzymeUsubstrateGinteractionsVGuuVGoomputationGofGtheG
bindingGenergyGforGsubstratesGinGtheGactiveGsiteGofGUchymotrypsinVGInternationalgJournalgofgPeptideg
andgProteingResearchTG1972TG]TGZXYUYe

32

177 telixUrandomGcoilGtransformationsGinGdeuteratedGmacromoleculesVGAnnalsgofgthegNewgYorkgAcademyg
ofgSciencesTG1960TGd]TGbXdUYb 6.5 32

176 PredictionGofGtheGnativeGconformationGofGaGpolypeptideGbyGaGstatisticalUmechanicalGprocedureVGuuVG
mverageGbackboneGstructureGofGenkephalinVGBiopolymersTG1986TGZaTGYa]cUb[ 2.2 32

175 –patialGgeometricGarrangementsGofGdisulfideUcrosslinkedGloopsGinGproteinsVGJournalgofgComputationalg
ChemistryTG1986TGcTGbcUdd 3.5 32

174 o‘zr‘”ym—u‘zmx–— pβG‘rGσxq a]UqzwqPtmxuzGnβGxm–q”G”mymzG–Pqo—”‘–o‘PβVG
InternationalgJournalgofgPeptidegandgProteingResearchTG2009TGYbTGYc[UYdZ 31

173 PatternGrecognitionGinGtheGpredictionGofGproteinGstructureVGuuuVGmnGimportanceUsamplingGminimizationG
procedureVGJournalgofgComputationalgChemistryTG1989TGYXTGdYcUd[Y 3.5 31

172
‘nGtheGmultipleUminimaGproblemGinGtheGconformationalGanalysisGofGpolypeptidesVG°VGmpplicationGofG
theGselfUconsistentGelectrostaticGfieldGandGtheGelectrostaticallyGdrivenGyonteGoarloGmethodsGtoG
bovineGpancreaticGtrypsinGinhibitorVGProteins:gStructureugFunctiongandgBioinformaticsTG1991TGYXTGYddUed

4.2 30

171 –tatisticalGmechanicsGofGnoncovalentGbondsGinGpolyaminoGacidsVGuVGtydrogenGbondingGofGsolutesGinG
waterTGandGtheGbindingGofGwaterGtoGpolypeptidesVGBiopolymersTG1965TG[TGZcaUZdZ 2.2 30

170 oomparisonGofGtheoriesGofGtheGhelixUcoilGtransitionGinGpolypeptidesVGJournalgofgChemicalgPhysicsTG
1965TG][TGZXcYU] 3.9 30

169
umprovementGofGtheGtreatmentGofGloopGstructuresGinGtheG z”q–GforceGfieldGbyGinclusionGofGcouplingG
betweenGbackboneUGandGsideUchainUlocalGconformationalGstatesVGJournalgofgChemicalgTheorygandg
ComputationTG2013TGeTG

6.4 29

168
yolecularGmodelingGofGtheGbindingGmodesGofGtheGironUsulfurGproteinGtoGtheGvacYGcoUchaperoneGfromG
–accharomycesGcerevisiaeGbyGallUatomGandGcoarseUgrainedGapproachesVGProteins:gStructureugFunctiong
andgBioinformaticsTG2015TGd[TGY]Y]UZb

4.2 29
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167 pissimilarityGinGtheGreductiveGunfoldingGpathwaysGofGtwoGribonucleaseGhomologuesVGJournalgofg
MoleculargBiologyTG2004TG[[dTGceaUdXe 6.5 29

166
peterminationGofGnetGatomicGchargesGusingGaGmodifiedGpartialGequalizationGofGorbitalG
electronegativityGmethodVGuuuVGmpplicationGtoGhalogenatedGandGaromaticGmoleculesVGJournalgofg
ComputationalgChemistryTG1993TGY]TGY]dZUY]eX

3.5 29

165
mnomalousGdiffusionGandGdynamicalGcorrelationGbetweenGtheGsideGchainsGandGtheGmainGchainGofG
proteinsGinGtheirGnativeGstateVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaTG2012TGYXeTGYX[]bUaY

11.5 28

164 –olutionGconformationsGofGoligomersGofG˛–GUaminoisobutyricGacid´°VGInternationalgJournalgofgPeptideg
andgProteingResearchTG2009TGZXTG]bdU]dX 28

163 wineticGstudiesGofGtheGregenerationGofGrecombinantGhirudinGvariantGYGwithGoxidizedGandGreducedG
dithiothreitolVGBiochemistryTG1997TG[bTGZYa]Uba 3.2 28

162 qxactGsolutionsGforGchemicalGbondGorientationsGfromGresidualGdipolarGcouplingsVGJournalgofg
BiomoleculargNMRTG2002TGZZTGY[cUaY 3 28

161 —heoryGofG—woU–tateGoooperativeGroldingGofGProteinsVGAccountsgofgChemicalgResearchTG1998TG[YTG][[U]]X 24.3 28

160 mG–impleGrunctionalG”epresentationGofGmngularUpependentGtydrogenUnondedG–ystemsVGYVGmmideTG
oarboxylicGmcidTGandGmmideUoarboxylicGmcidGPairsVGThegJournalgofgPhysicalgChemistryTG1995TGeeTG[]cdU[]db 28

159 –tatisticalGmechanicsGofGnoncovalentGbondsGinGpolyaminoGacidsVGuuVGoombinatorialGformulationGforG
shortGchainsTGincludingGhydrophobicGbondingGinGrandomGcoilVGBiopolymersTG1965TG[TGZd[U[X] 2.2 28

158 pzmGpuplexGrormationGwithGaGooarseUsrainedGyodelVGJournalgofgChemicalgTheorygandgComputationTG
2014TGYXTGaXZXUaX[a 6.4 27

157
roldingGkineticsGofG−−GdomainsGwithGtheGunitedGresidueGforceGfieldGforGbridgingGmicroscopicG
motionsGandGexperimentalGmeasurementsVGProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaTG2014TGYYYTGYdZ][Ud

11.5 27

156
zonexponentialGdecayGofGinternalGrotationalGcorrelationGfunctionsGofGnativeGproteinsGandGselfUsimilarG
structuralGfluctuationsVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaTG2010TGYXcTGYed]]Ue

11.5 27

155 yonteGoarloGsimulationGofGtheGhardUsphereGfluidGwithGquantumGcorrectionGandGestimateGofGitsGfreeG
energyVGJournalgofgChemicalgPhysicsTG1988TGddTG[eZ[U[e[[ 3.9 27

154 ”esolutionGenhancementGinGspectroscopyGbyGmaximumGentropyGfourierGselfUdeconvolutionTGwithG
applicationsGtoG”amanGspectraGofGpeptidesGandGproteinsVGJournalgofgRamangSpectroscopyTG1985TGYbTG[[cU[]e2.3 27

153 unfluenceGofGlysineGcontentGandGptGonGtheGstabilityGofGalanineUbasedGcopolypeptidesVGBiopolymersTG
2001TGadTGZ[aU]b 2.2 26

152
yolecularGtheoryGofGtheGhelixUcoilGtransitionGinGpolyaminoGacidsVG°VGqxplanationGofGtheGdifferentG
conformationalGbehaviorGofGvalineTGisoleucineTGandGleucineGinGaqueousGsolutionVGBiopolymersTG1984TG
Z[TGYebYUcc

2.2 26

151 unfluenceGofGhydrationGonGtheGconformationalGstabilityGandGformationGofGbendsGinGterminallyGblockedG
dipeptidesVGBiopolymersTG1979TGYdTGYbYYUYb[] 2.2 26

150 mGlocalizedGspecificGinteractionGaltersGtheGunfoldingGpathwaysGofGstructuralGhomologuesVGJournalgofg
thegAmericangChemicalgSocietyTG2006TGYZdTGYZX]UY[ 16.4 25

(2006-2004)
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149 peterminationGofGzonbondedGPotentialGParametersGforGPeptidesVGThegJournalgofgPhysicalgChemistryTG
1995TGeeTGY[XYeUY[XZc 25

148
–tandardUgeometryGchainsGfittedGtoGαUrayGderivedGstructuresfG°alidationGofGtheGrigidUgeometryG
approximationVGuuVG–ystematicGsearchesGforGshortGloopsGinGproteinsfGmpplicationsGtoGbovineGpancreaticG
ribonucleaseGmGandGhumanGlysozymeVGJournalgofgComputationalgChemistryTG1992TGY[TG[ZeU[aX

3.5 25

147 –omeGapproachesGtoGtheGmultipleUminimaGproblemGinGtheGcalculationGofGpolypeptideGandGproteinG
structuresVGInternationalgJournalgofgQuantumgChemistryTG1992TG]ZTGYaZeUYa[b 2.1 24

146
perivationGofGaGzewGrorceGrieldGforGorystalU–tructureGPredictionG singGslobalG‘ptimizationfGG
zonbondedGPotentialGParametersGforGtydrocarbonsGandGmlcoholsVGJournalgofgPhysicalgChemistrygBTG
2003TGYXcTGcY][UcYa]

3.4 23

145 —heoreticalGstudiesGofGproteinGconformationGbyGmeansGofGenergyGcomputationsVGFASEBgJournalTG
1990TG]TG[YdeUec 0.9 23

144 ohemicalGbasisGofGthrombinGinteractionsGwithGfibrinogenVGAnnalsgofgthegNewgYorkgAcademygofg
SciencesTG1986TG]daTGYZ]U[[ 6.5 23

143 oonformationalGpreferencesGofGaminoGacidGsideGchainsGinGcollagenVGBiopolymersTG1982TGZYTGYa[aUYaaa 2.2 23

142 qlucidatingGumportantG–itesGandGtheGyechanismGforGmmyloidGribrilGrormationGbyGooarseUsrainedG
yolecularGpynamicsVGACSgChemicalgNeuroscienceTG2017TGdTGZXYUZXe 5.7 22

141 nUsplineGmethodGforGenergyGminimizationGinGgridUbasedGmolecularGmechanicsGcalculationsVGJournalgofg
ComputationalgChemistryTG1998TGYeTGcYUda 3.5 22

140
roldingGofGaGdisulfideUbondedGproteinGspeciesGwithGfreeGthiolOsPfGcompetitionGbetweenG
conformationalGfoldingGandGdisulfideGreshufflingGinGanGintermediateGofGbovineGpancreaticG
ribonucleaseGmVGBiochemistryTG2001TG]XTGYaXXZUd

3.2 22

139 –tabilityGofGpolypeptideGconformationalGstatesVGuuVGroldingGofGaGpolypeptideGchainGbyGtheGscanningG
simulationGmethodTGandGcalculationGofGtheGfreeGenergyGofGtheGstatisticalGcoilVGBiopolymersTG1988TGZcTGYYdeUZX]2.2 22

138 unfluenceGofGlocalGinteractionsGonGproteinGstructureVGu°VGoonformationalGenergyGstudiesGofG
zUacetylUzkUmehylamidesGofG–erUαUGandGαU–erGdipeptidesVGBiopolymersTG1978TGYcTGYddaUYdeX 2.2 22

137 —heGxifsonUmllegraGtheoriesGofGtheGhelixâ��coilGtransitionGforGrandomGcopolymersfGoomparisonGwithG
exactGresultsGandGextensionVGBiopolymersTG1969TGcTGddcUeXd 2.2 22

136 zeighborâ��neighborGinteractionsGinGsingleUstrandGpolynucleotidesfG‘pticalGrotatoryGdispersionG
studiesGofGtheGribonucleotideGmpmpopVGBiopolymersTG1966TG]TG[[U]Y 2.2 22

135
xysosomalGenzymeGtripeptidylGpeptidaseGYGdestabilizesGfibrillarGm˛†GbyGmultipleGendoproteolyticG
cleavagesGwithinGtheG˛†UsheetGdomainVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedg
StatesgofgAmericaTG2018TGYYaTGY]e[UY]ed

11.5 21

134 qvolutionGofGphysicsUbasedGmethodologyGforGexploringGtheGconformationalGenergyGlandscapeGofG
proteinsVGJournalgofgComputationalgChemistryTG2002TGZ[TGZdU[] 3.5 21

133 PredictionGofGproteinGstructureGusingGaGknowledgeUbasedGoffUlatticeGunitedUresidueGforceGfieldGandG
globalGoptimizationGmethodsVGTheoreticalgChemistrygAccountsTG1999TGYXYTGYbUZX 1.9 21

132 —heGroleGofGtheGinsertionGloopGaroundGtryptophanGY]dGinGttheGactivityGofGthrombinVGBiochemistryTG
1996TG[aTG]]ZcU[[ 3.2 21
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131 qnergeticsGofGtheGstructureGandGchainGtiltingGofGantiparallelGbetaUbarrelsGinGproteinsVGProteins:g
StructureugFunctiongandgBioinformaticsTG1990TGdTGY]UZZ 4.2 21

130 —heGeffectGofGtheGxUazetidineUZUcarboxylicGacidGresidueGonGproteinGconformationVGuuuVGoollagenUlikeG
polyOtripeptidePsVGBiopolymersTG1990TG[XTGebcUc] 2.2 21

129 qnergeticsGofGmultihelixGinteractionsGinGproteinGfoldingfGapplicationGtoGmyoglobinVGBiopolymersTG1985
TGZ]TGYZcYUeY 2.2 21

128 oalculationGofGproteinGconformationGbyGglobalGoptimizationGofGaGpotentialGenergyGfunctionVGProteins:g
StructureugFunctiongandgBioinformaticsTG1999TG–upplG[TGZX]Ud 4.2 21

127 zewGunsightsGintoGProteinGO nProldingGpynamicsVGJournalgofgPhysicalgChemistrygLettersTG2015TGbTGYXdZUb 6.4 20

126 —hrombinGandGitsGinteractionGwithGfibrinogenVGAnnalsgofgthegNewgYorkgAcademygofgSciencesTG1958TGcaTGYdeUe]6.5 20

125
rlexibleGdockingGsimulationsfG–caledGcollectiveGvariableGyonteGoarloGminimizationGapproachGusingG
nezierGsplinesTGandGcomparisonGwithGaGstandardGyonteGoarloGalgorithmVGJournalgofgComputationalg
ChemistryTG1999TGZXTGZ]]UZaZ

3.5 20

124 —heGeffectGofGtheGlUazetidineUZUcarboxylicGacidGresidueGonGproteinGconformationVGu°VGxocalG
substitutionsGinGtheGcollagenGtripleGhelixVGBiopolymersTG1994TG[]TGaYUbX 2.2 20

123 ooexistenceGofGphasesGinGaGproteinGheterodimerVGJournalgofgChemicalgPhysicsTG2012TGY[cTGX[aYXY 3.9 19

122 ohe–hiftUZfGgraphicGvalidationGofGproteinGstructuresVGBioinformaticsTG2012TGZdTGYa[dUe 7.2 19

121 oharacterizationGofGfoldableGproteinGmodelsfG—hermodynamicsTGfoldingGkineticsGandGforceGfieldVG
JournalgofgChemicalgPhysicsTG1997TGYXcTGdXdeUdYXZ 3.9 19

120
zewGgeneralGapproachGforGdeterminingGtheGsolutionGstructureGofGaGligandGboundGweaklyGtoGaG
receptorfGstructureGofGaGfibrinogenGmalphaUlikeGpeptideGboundGtoGthrombinGO–YeamPGobtainedGusingG
z‘qGdistanceGconstraintsGandGanGqoqPPW[GflexibleGdockingGprogramVGProteins:gStructureugFunctiong
andgBioinformaticsTG1999TG[]TGZeU]d

4.2 19

119 ohemicalU–hiftGpataGforG−aterGandGmqueousG–olutionsVGJournalgofgChemicalgPhysicsTG1966TG]aTG[ZebU[Zed 3.9 19

118 qxtensionGofG z”q–GforceGfieldGtoGtreatGpolypeptideGchainsGwithGpUaminoUacidGresiduesVGJournalgofg
ChemicalgTheorygandgComputationTG2012TGdTG]c]bU]cac 6.4 18

117 oomparisonGofGtwoGapproachesGtoGpotentialGofGmeanGforceGcalculationsGofGhydrophobicGassociationfG
particleGinsertionGandGweightedGhistogramGanalysisGmethodsVGMoleculargPhysicsTG2005TGYX[TG[Ya[U[Ybc 1.7 18

116
oommentGonGâ��mntiUcooperativityGinGhydrophobicGinteractionsfGmGsimulationGstudyGofGspatialG
dependenceGofGthreeUbodyGeffectsGandGbeyondâ��GσvVGohemVGPhysVGYYaTGY]Y]GOZXXYP]VGJournalgofg
ChemicalgPhysicsTG2002TGYYbTGZbbaUZbbc

3.9 18

115
peterminationGofGnetGatomicGchargesGusingGaGmodifiedGpartialGequalizationGofGorbitalG
electronegativityGmethodVGu°VGmpplicationGtoGhypervalentGsulfurUGandGphosphorusUcontainingG
moleculesVGJournalgofgComputationalgChemistryTG1995TGYbTGYXYYUYXZb

3.5 18

114
–tatisticalGmechanicsGofGnoncovalentGbondsGinGpolyaminoGacidsVGu°VGyatrixGtreatmentGofGhydrophobicG
bondsGinGtheGrandomGcoilGandGofGtheGhelixâ��coilGtransitionGforGchainsGofGarbitraryGlengthVGBiopolymersTG
1965TG[TG[YaU[[]

2.2 18

(1965-1990)
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113 nrominationGofGtydrocarbonsVG°uVGPhotochemicalGandG—hermalGnrominationGofG—olueneVGnondG
pissociationGqnergiesVGJournalgofgChemicalgPhysicsTG1953TGZYTGYZadUYZbc 3.9 18

112 rromGaGtighlyGpisorderedGtoGaGyetastableG–tatefG ncoveringGunsightsGofG˛–U–ynucleinVGACSgChemicalg
NeuroscienceTG2018TGeTGYXaYUYXba 5.7 17

111 mccountingGforGaGmirrorUimageGconformationGasGaGsubtleGeffectGinGproteinGfoldingVGProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2014TGYYYTGd]adUb[ 11.5 17

110 winksTGloopsTGandGproteinGfoldingTGwithGproteinGmGasGanGexampleVGJournalgofgChemicalgPhysicsTG2014TG
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