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×imulationsLαsingLtheLtyrÃ““dgLrdditiveLworceLwieldZLJournalhofhChemicalhTheoryhandh
ComputationXL2016XLbcXLeafYbd

6.4 1303

241 tyrÃ““YxαzL“embraneLsuilderLtowardLrealisticLbiologicalLmembraneLsimulationsZLJournalhofh
ComputationalhChemistryXL2014XLdfXLbjjhYcaae 3.5 1004

240 vndYPointLsindingLwreeLvnergyLtalculationLwithL““_Ps×rLandL““_xs×rkL×trategiesLandL
rpplicationsLinLurugLuesignZLChemicalhReviewsXL2019XLbbjXLjehiYjfai 68.1 449

239 wullYdimensionalLtimeYdependentLtreatmentLforLdiatomâ��diatomLreactionskL−heLycW–yLreactionZL
JournalhofhChemicalhPhysicsXL1994XLbabXLbbegYbbfg 3.9 378

238  uantumLreactiveLscatteringLwithLaLdeepLwellkL−imeYdependentLcalculationLforLyW–cLreactionLandL
boundLstateLcharacterizationLforLy–cZLJournalhofhChemicalhPhysicsXL1994XLbabXLdghbYdghi 3.9 245

237 tyrÃ““YxαzL“artiniL“akerLforLtoarseYxrainedL×imulationsLwithLtheL“artiniLworceLwieldZLJournalhofh
ChemicalhTheoryhandhComputationXL2015XLbbXLeeigYje 6.4 181

236 znteractionLvntropykLrL”ewLParadigmLforLyighlyLvfficientLandLÃeliableLtomputationLofL
ProteinYLigandLsindingLwreeLvnergyZLJournalhofhthehAmericanhChemicalhSocietyXL2016XLbdiXLfhccYi 16.4 178

235 rccurateLquantumLcalculationLforLtheLbenchmarkLreactionLycW–yYoyc–LWyLinLfiveYdimensionalL
spacekLÃeactionLprobabilitiesLforL†naZLJournalhofhChemicalhPhysicsXL1993XLjjXLfgbfYfgbi 3.9 152

234 tyrÃ““YxαzL“embraneLsuilderLforLtomplexLsiologicalL“embraneL×imulationsLwithLxlycolipidsL
andLLipoglycansZLJournalhofhChemicalhTheoryhandhComputationXL2019XLbfXLhhfYhig 6.4 152

233
rssessingLtheLperformanceLofL““_Ps×rLandL““_xs×rLmethodsZLhZLvntropyLeffectsLonLtheL
performanceLofLendYpointLbindingLfreeLenergyLcalculationLapproachesZLPhysicalhChemistryhChemicalh
PhysicsXL2018XLcaXLbeefaYbeega

3.6 149

232 uevelopingLpolarizedLproteinYspecificLchargesLforLproteinLdynamicskL“uLfreeLenergyLcalculationLofL
pKaLshiftsLforLrspcg_rspcaLinLthioredoxinZLBiophysicalhJournalXL2008XLjfXLbaiaYi 2.9 136

231 vffectsLofL”YglycosylationLonLproteinLconformationLandLdynamicskLProteinLuataLsankLanalysisLandL
molecularLdynamicsLsimulationLstudyZLScientifichReportsXL2015XLfXLijcg 4.9 122

230 vxactLfullYdimensionalLboundLstateLcalculationsLforLTywUcXLTuwUcXLandLywuwZLJournalhofhChemicalh
PhysicsXL1995XLbacXLcdbfYcdcf 3.9 121

229 tyrÃ““YxαzLbaLyearsLforLbiomolecularLmodelingLandLsimulationZLJournalhofhComputationalh
ChemistryXL2017XLdiXLbbbeYbbce 3.5 119

228 uevelopmentLofLrccurateL uantumLuynamicalL“ethodsLforL−etraatomicLÃeactionsZLJournalhofh
PhysicalhChemistryhAXL1997XLbabXLchegYchfe 2.8 118

227 ”ewLrdvanceLinLtomputationalLthemistrykLLwullL uantumL“echanicalLabLznitioLtomputationLofL
×treptavidinYsiotinLznteractionLvnergyZLJournalhofhPhysicalhChemistryhBXL2003XLbahXLbcadjYeb 3.4 111

226  uantumLadsorptionLdynamicsLofLaLdiatomicLmoleculeLonLsurfacekLwourYdimensionalLfixedYsiteL
modelLforLycLonLtuTbbbUZLJournalhofhChemicalhPhysicsXL1995XLbacXLgciaYgcij 3.9 109
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225 −imeYuependentLνaveLPacketLrpproachLtoL×tateYtoY×tateLÃeactiveL×catteringLandLrpplicationLtoLyL
WL–cLÃeactionZLThehJournalhofhPhysicalhChemistryXL1996XLbaaXLgijiYgjad 104

224 tyrÃ““YxαzLxlycanL“odelerLforLmodelingLandLsimulationLofLcarbohydratesLandLglycoconjugatesZL
GlycobiologyXL2019XLcjXLdcaYddb 5.8 101

223 rLreactantYproductLdecouplingLmethodLforLstateYtoYstateLreactiveLscatteringZLJournalhofhChemicalh
PhysicsXL1996XLbafXLgahcYgahe 3.9 101

222 rccurateLquantumLcalculationsLforLycW–yYoyc–WykLÃeactionLprobabilitiesXLcrossLsectionsXLandLrateL
constantsZLJournalhofhChemicalhPhysicsXL1994XLbaaXLcgjhYchag 3.9 101

221  uantumLcalculationsLofLreactionLprobabilitiesLforLy–LWLt–YoLyLWLt–cLandLboundLstatesLofLy–t–ZL
JournalhofhChemicalhPhysicsXL1995XLbadXLgfbcYgfbj 3.9 97

220 tyrÃ““YxαzLPusLmanipulatorLforLadvancedLmodelingLandLsimulationsLofLproteinsLcontainingL
nonstandardLresiduesZLAdvanceshinhProteinhChemistryhandhStructuralhBiologyXL2014XLjgXLcdfYgf 5.3 96

219 vffectLofLmutationsLonLbindingLofLligandsLtoLguanineLriboswitchLprobedLbyLfreeLenergyL
perturbationLandLmolecularLdynamicsLsimulationsZLNucleichAcidshResearchXL2019XLehXLggbiYggdb 20.1 77

218 tomputationalLProteinLuesignLwithLueepLLearningL”euralL”etworksZLScientifichReportsXL2018XLiXLgdej 4.9 72

217 talculationsLofL×olvationLwreeLvnergyLthroughLvnergyLÃeweightingLfromL“olecularL“echanicsLtoL
 uantumL“echanicsZLJournalhofhChemicalhTheoryhandhComputationXL2016XLbcXLejjYfbb 6.4 70

216 yydrogenYbondLstructureLdynamicsLinLbulkLwaterkLinsightsLfromLsimulationsLwithLcoupledLclusterL
theoryZLChemicalhScienceXL2018XLjXLcagfYcahd 9.4 68

215 znteractionLentropyLforLproteinYproteinLbindingZLJournalhofhChemicalhPhysicsXL2017XLbegXLbcebce 3.9 65

214 rutomatedLwragmentationL “_““LtalculationLofLrmideLProtonLthemicalL×hiftsLinLProteinsLwithL
vxplicitL×olventL“odelZLJournalhofhChemicalhTheoryhandhComputationXL2013XLjXLcbaeYbe 6.4 63

213 LLP×uskLaLdatabaseLofLproteinsLundergoingLliquidYliquidLphaseLseparationLinLvitroZLNucleichAcidsh
ResearchXL2020XLeiXLudcaYudch 20.1 63

212 ueepuuxkLPredictingLtheL×tabilityLthangeLofLProteinLPointL“utationsLαsingL”euralL”etworksZL
JournalhofhChemicalhInformationhandhModelingXL2019XLfjXLbfaiYbfbe 6.1 62

211 ×ixYdimensionalLquantumLcalculationsLofLvibrationYrotationYtunnelingLlevelsLofL˛‰bLandL˛‰cL
ytlYstretchingLexcitedLTytlUcZLJournalhofhChemicalhPhysicsXL1998XLbaiXLeiaeYeibg 3.9 61

210
rnLvlectrochemicalLsiosensorLwithLuualL×ignalL–utputskL−owardL×imultaneousL uantificationLofLpyL
andL–LinLtheLsrainLuponLzschemiaLandLinLaL−umorLduringLtancerL×tarvationL−herapyZLAngewandteh
ChemiehwhInternationalhEditionXL2017XLfgXLbaehbYbaehf

16.4 60

209 tyrÃ““YxαzLy“““LsuilderLforL“embraneL×imulationsLwithLtheLyighlyL“obileL
“embraneY“imeticL“odelZLBiophysicalhJournalXL2015XLbajXLcabcYcc 2.9 60

208 ×ymmetryLandLrotationalLorientationLeffectsLinLdissociativeLadsorptionLofLdiatomicLmoleculesLonL
metalskLycLandLyuLonLtuTbbbUZLJournalhofhChemicalhPhysicsXL1994XLbabXLbfffYbfgd 3.9 59
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207 PhotofragmentationLofLywLdimerkL uantumLdynamicsLstudiesLonLabLinitioLpotentialLenergyLsurfacesZL
JournalhofhChemicalhPhysicsXL1993XLjjXLggceYggdd 3.9 58

206 −imeYdependentLquantumLdynamicsLstudyLofLtheLtlWycLreactionZLJournalhofhChemicalhPhysicsXL2000XL
bbdXLbedeYbeea 3.9 56

205 znteractionLvntropyLforLtomputationalLrlanineL×canningZLJournalhofhChemicalhInformationhandh
ModelingXL2017XLfhXLbbbcYbbcc 6.1 55

204 uynamicsLandLznteractionsLofL–mpwLandLLP×kLznfluenceLonLPoreLrccessibilityLandLzonLPermeabilityZL
BiophysicalhJournalXL2016XLbbaXLjdaYi 2.9 54

203 samrLP–−ÃrLuomainLznteractsLwithLaL”ativeLLipidL“embraneL×urfaceZLBiophysicalhJournalXL2016XL
bbaXLcgjiYchaj 2.9 52

202 rLtimeYdependentLapproachLtoLfluxLcalculationLinLmolecularLphotofragmentationkLβibrationalL
predissociationLofLywâ��uwZLJournalhofhChemicalhPhysicsXL1995XLbacXLbceYbdc 3.9 50

201  uantumLcomputationalLanalysisLforLdrugLresistanceLofLyzβYbLreverseLtranscriptaseLtoLnevirapineL
throughLpointLmutationsZLProteins:hStructurevhFunctionhandhBioinformaticsXL2005XLgbXLecdYdc 4.2 49

200 rnLaccurateLfreeLenergyLestimatorkLbasedLonL““_Ps×rLcombinedLwithLinteractionLentropyLforL
proteinYligandLbindingLaffinityZLNanoscaleXL2020XLbcXLbahdhYbahfa 7.7 49

199 −imeYdependentLquantumLwaveLpacketLstudiesLofLtheLwWytlLandLwWutlLreactionsZLJournalhofh
ChemicalhPhysicsXL2000XLbbdXLbabafYbabbd 3.9 48

198 αseLofLnegativeLcomplexLpotentialLasLabsorbingLpotentialZLJournalhofhChemicalhPhysicsXL1998XLbaiXLbecjYbedd3.9 48

197  uantumLdynamicsLstudiesLofLadsorptionLandLdesorptionLofLhydrogenLatLaLtuTbbbULsurfaceZLJournalh
ofhChemicalhPhysicsXL1993XLjjXLbdhdYbdib 3.9 46

196 uissociativeLchemisorptionLofLycLonL”iLsurfacekL−imeYdependentLquantumLdynamicsLcalculationLandL
comparisonLwithLexperimentZLJournalhofhChemicalhPhysicsXL1992XLjgXLdiggYdihe 3.9 45

195 tomputationalLrlanineL×canningLwithLznteractionLvntropyLforLProteinYLigandLsindingLwreeLvnergiesZL
JournalhofhChemicalhTheoryhandhComputationXL2018XLbeXLbhhcYbhia 6.4 44

194 −imeYdependentLtreatmentLofLvibrationalLpredissociationLwithinLtheLgoldenLruleLapproximationZL
JournalhofhChemicalhPhysicsXL1991XLjfXLgeejYgeff 3.9 44

193  uantumLwragmentLsasedLabLznitioL“olecularLuynamicsLforLProteinsZLJournalhofhChemicalhTheoryh
andhComputationXL2015XLbbXLfijhYjaf 6.4 43

192 tomplexLreactionLprocessesLinLcombustionLunraveledLbyLneuralLnetworkYbasedLmolecularLdynamicsL
simulationZLNaturehCommunicationsXL2020XLbbXLfhbd 17.4 43

191 zdentifyingLrllostericLsindingL×itesLinLProteinsLwithLaL−woY×tateLxoLL“odelLforL”ovelLrllostericL
vffectorLuiscoveryZLJournalhofhChemicalhTheoryhandhComputationXL2012XLiXLcjgcYhb 6.4 42

190 ÃeactantYproductLdecouplingLmethodLforLstateYtoYstateLreactiveLscatteringkLrLcaseLstudyLforLduL
yWycLexchangeLreactionLT†naUZLJournalhofhChemicalhPhysicsXL1997XLbagXLbhecYbhei 3.9 42
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189  uantumLdynamicsLstudyLofLLiLWLywLreactionZLTheoreticalhChemistryhAccountsXL1997XLjgXLdbYdi 1.9 41

188 rpplicationLofL×emirigidLβibratingLÃotorL−argetL“odelLtoLtheLÃeactionLofL–TdPULWLtyeLYoLtydLWL–yâ� ZL
JournalhofhPhysicalhChemistryhAXL2001XLbafXLcfdaYcfde 2.8 40

187 wragmentL uantumL“echanicalL“ethodLforLLargeY×izedLzonYνaterLtlustersZLJournalhofhChemicalh
TheoryhandhComputationXL2017XLbdXLcacbYcade 6.4 39

186 rL”ewL uantumLtalibratedLworceLwieldLforLZincYProteinLtomplexZLJournalhofhChemicalhTheoryhandh
ComputationXL2013XLjXLbhiiYji 6.4 38

185 “aturationLmechanismLofLsevereLacuteLrespiratoryLsyndromeLT×rÃ×ULcoronavirusLdtYlikeL
proteinaseZLJournalhofhBiologicalhChemistryXL2010XLcifXLcibdeYea 5.4 38

184 −imeYdependentLspectralLcalculationLofLboundLandLresonanceLenergiesLofLy–cZLJournalhofhChemicalh
PhysicsXL1996XLbaeXLdggeYdghb 3.9 38

183 guLquantumLcalculationLofLenergyLlevelsLforLywLstretchingLexcitedLTywUcZLJournalhofhChemicalhPhysics
XL1995XLbadXLcfeiYcffe 3.9 36

182 ProteinYLigandLvmpiricalLznteractionLtomponentsLforLβirtualL×creeningZLJournalhofhChemicalh
InformationhandhModelingXL2017XLfhXLbhjdYbiag 6.1 35

181  uantumLmechanicalLcalculationLforLphotodissociationLofLhydrogenLperoxideZLJournalhofhChemicalh
PhysicsXL1993XLjiXLgchgYgcid 3.9 35

180 ProgressLofLbasisLoptimizationLtechniquesLinLvariationalLcalculationLofLquantumLreactiveLscatteringZL
JournalhofhChemicalhPhysicsXL1991XLjeXLgaehYgafe 3.9 35

179 znteractionLentropyLforLcomputationalLalanineLscanningLinLproteinâ��proteinLbindingZLWileyh
InterdisciplinaryhReviews:hComputationalhMolecularhScienceXL2018XLiXLebdec 7.9 34

178 rLnumericallyLstableLrestrainedLelectrostaticLpotentialLchargeLfittingLmethodZLJournalhofh
ComputationalhChemistryXL2013XLdeXLiehYfd 3.5 34

177 rLtimeYdependentLgoldenLruleLwaveLpacketLcalculationLforLvibrationalLpredissociationLofLucywZL
JournalhofhChemicalhPhysicsXL1992XLjhXLjchYjde 3.9 34

176 rcceleratedL“olecularLuynamicsL×imulationLforLyelicalLProteinsLwoldingLinLvxplicitLνaterZLFrontiersh
inhChemistryXL2019XLhXLfea 5 33

175 tyrÃ““YxαzLPrtvLtxLsuilderLforLsolutionXLmicelleXLandLbilayerLcoarseYgrainedLsimulationsZLJournalh
ofhChemicalhInformationhandhModelingXL2014XLfeXLbaadYj 6.1 33

174 vlectronicLpolarizationLisLimportantLinLstabilizingLtheLnativeLstructuresLofLproteinsZLJournalhofh
PhysicalhChemistryhBXL2009XLbbdXLbgafjYge 3.4 33

173 uw−LtalculationsLonLtheL“echanismLofL−ransitionY“etalYtatalyzedLÃeactionLofLuiazoLtompoundsL
withLPhenolskL–YyLznsertionLversusLtYyLznsertionZLJournalhofhPhysicalhChemistryhAXL2016XLbcaXLgeifYjc 2.8 33

172 talculationLofLproteinâ��ligandLbindingLaffinitiesLbasedLonLaLfragmentLquantumLmechanicalLmethodZL
RSChAdvancesXL2015XLfXLbahacaYbahada 3.7 32
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171 “odelingLandLsimulationLofLbacterialLouterLmembranesLandLinteractionsLwithLmembraneLproteinsZL
CurrenthOpinionhinhStructuralhBiologyXL2017XLedXLbdbYbea 8.1 30

170 ×ingleLsiosensorLforL×imultaneousL uantificationLofLxlucoseLandLpyLinLaLÃatLsrainLofLuiabeticL
“odelLαsingLsothLturrentLandLPotentialL–utputsZLAnalyticalhChemistryXL2017XLijXLggfgYgggc 7.8 30

169 rLtimeYdependentLcalculationLforLvibrationalLpredissociationLofLycywZLJournalhofhChemicalhPhysicsXL
1992XLjhXLdbejYdbfg 3.9 30

168 −heLimpactLofLinteriorLdielectricLconstantLandLentropicLchangeLonLyzβYbLcomplexLbindingLfreeL
energyLpredictionZLStructuralhDynamicsXL2018XLfXLagebab 3.2 29

167 tyrÃ““YxαzL”anodiscLsuilderLforLmodelingLandLsimulationLofLvariousLnanodiscLsystemsZLJournalhofh
ComputationalhChemistryXL2019XLeaXLijdYijj 3.5 27

166 rccurateLquantumLmechanicalLcalculationLforLtheL”W–yLreactionZLJournalhofhChemicalhPhysicsXL2003XL
bbiXLgifcYgifh 3.9 27

165 PreferredLconformationsLofL”YglycanLcoreLpentasaccharideLinLsolutionLandLinLglycoproteinsZL
GlycobiologyXL2016XLcgXLbjYcj 5.8 26

164 rLmixedLquantumYclassicalLsemirigidLvibratingLrotorLtargetLapproachLtoLmethaneLdissociationLonL”iL
surfaceZLJournalhofhChemicalhPhysicsXL2003XLbbiXLijfeYijfj 3.9 26

163  uantumLdynamicsLstudyLofLtheLtlWucLreactionkL−imeYdependentLwaveLpacketLcalculationsZLJournalh
ofhChemicalhPhysicsXL2000XLbbdXLhbicYhbih 3.9 26

162 vnergyLuependenceLofL×tateYtoY×tateLÃeactionLProbabilitiesLforLycLWL–yLYoLyLWLyc–LinL×ixL
uimensionsZLThehJournalhofhPhysicalhChemistryXL1996XLbaaXLbdjabYbdjad 25

161 wullLquantumLmechanicalLstudyLofLbindingLofLyzβYbLproteaseLdrugsZLInternationalhJournalhofh
QuantumhChemistryXL2005XLbadXLcegYcfh 2.1 25

160 −imeYdependentLquantumLwaveLpacketLstudyLofLtheLtWtyLreactionZLJournalhofhChemicalhPhysicsXL
2001XLbbfXLhdbYhdi 3.9 25

159 yybridL “_““LstudyLofLw“–LcomplexLwithLpolarizedLproteinYspecificLchargeZLScientifichReportsXL
2015XLfXLbhajg 4.9 24

158 βibrationalLpredissociationLofLywLdimerLinL˛‰ywnbkLznfluenceLofLinitiallyLexcitedLintermolecularL
vibrationsLonLtheLfragmentationLdynamicsZLJournalhofhChemicalhPhysicsXL1995XLbacXLedicYedij 3.9 24

157  uantumLdynamicalLstudiesLforLphotodissociationLofLyc–cLatLceiLandLcggLnmZLJournalhofhChemicalh
PhysicsXL1994XLbaaXLfgdbYfgdi 3.9 24

156 uiscoveryLofLnovelLallostericLeffectorsLbasedLonLtheLpredictedLallostericLsitesLforLvscherichiaLcoliL
uYdYphosphoglycerateLdehydrogenaseZLPLoShONEXL2014XLjXLejeicj 3.7 24

155 “echanisticLznvestigationLofLrromaticLtTspTcUUYyLandLrlkylLtTspTdUUYyLsondLznsertionLbyLxoldL
tarbenesZLJournalhofhPhysicalhChemistryhAXL2016XLbcaXLbjcfYdc 2.8 23

154 rnLalgebraicLvariationalLapproachLtoLdissociativeLadsorptionLofLaLdiatomicLmoleculeLonLaLsmoothL
metalLsurfaceZLJournalhofhChemicalhPhysicsXL1992XLjhXLghieYghjb 3.9 23
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153 αnfoldingLofLaLtltLchlorideLtransporterLretainsLmemoryLofLitsLevolutionaryLhistoryZLNaturehChemicalh
BiologyXL2018XLbeXLeijYejg 11.7 22

152 −otalLandLpartialLdecayLwidthsLinLvibrationalLpredissociationLofLywLdimerZLJournalhofhChemicalh
PhysicsXL1993XLjiXLfjhiYfjib 3.9 22

151 −heoreticalLmodelLforLtheLdynamicsLofLhydrogenLrecombinationLonLtheL×iTbaaUYTcˆ�bULsurfaceZL
JournalhofhChemicalhPhysicsXL1992XLjhXLfjgYgae 3.9 22

150 PreferredLorientationsLofLphosphoinositidesLinLbilayersLandLtheirLimplicationsLinLproteinLrecognitionL
mechanismsZLJournalhofhPhysicalhChemistryhBXL2014XLbbiXLedbfYcf 3.4 21

149 −heLoriginLofLtheLcooperativityLinLtheLstreptavidinYbiotinLsystemkLrLcomputationalLinvestigationL
throughLmolecularLdynamicsLsimulationsZLScientifichReportsXL2016XLgXLchbja 4.9 20

148
uecodingLmolecularLmechanismLofLinhibitorLbindingsLtoLtuKcLusingLmolecularLdynamicsL
simulationsLandLbindingLfreeLenergyLcalculationsZLJournalhofhBiomolecularhStructurehandhDynamicsXL
2020XLdiXLjifYjjg

3.6 20

147 ×tudyingLtheLvffectLofL×iteY×pecificLyydrophobicityLandLPolarizationLonLyydrogenLsondLvnergyLofL
ProteinLαsingLaLPolarizableL“ethodZLJournalhofhChemicalhTheoryhandhComputationXL2012XLiXLcbfhYge 6.4 19

146 αnderstandingLtheLselectivityLofLinhibitorsLtowardLPzeKzzz˛–LandLPzeKzzz˛†LbasedLmolecularLmodelingZL
PhysicalhChemistryhChemicalhPhysicsXL2019XLcbXLccbadYccbbc 3.6 19

145 rccurateLandLvfficientLtalculationLofLProteinYProteinLsindingLwreeLvnergyYznteractionLvntropyLwithL
ÃesidueL−ypeY×pecificLuielectricLtonstantsZLJournalhofhChemicalhInformationhandhModelingXL2019XLfjXLchcYcib6.1 18

144 vffectLofLpolarizationLonLyzβYbproteaseLandLfluoroYsubstitutedLinhibitorsLbindingLenergiesLbyLlargeL
scaleLmolecularLdynamicsLsimulationsZLScientifichReportsXL2017XLhXLecccd 4.9 17

143
rnLvlectrochemicalLsiosensorLwithLuualL×ignalL–utputskL−owardL×imultaneousL uantificationLofLpyL
andL–cLinLtheLsrainLuponLzschemiaLandLinLaL−umorLduringLtancerL×tarvationL−herapyZLAngewandteh
ChemieXL2017XLbcjXLbagahYbagbb

3.6 17

142 vffectLofLinterproteinLpolarizationLonLproteinYproteinLbindingLenergyZLJournalhofhComputationalh
ChemistryXL2012XLddXLbebgYca 3.5 17

141 uevelopmentLofLanLeffectiveLpolarizableLbondLmethodLforLbiomolecularLsimulationZLJournalhofh
PhysicalhChemistryhBXL2013XLbbhXLbeiifYjd 3.4 17

140 −imeYuependentL uantumLuynamicsL×tudyLofLtheLtlLWLyuLÃeactionâ� ZLJournalhofhPhysicalhChemistryh
AXL2000XLbaeXLbafbhYbafcf 2.8 17

139  uantumLmechanicalLtunnelingLthroughLaLtimeYdependentLbarrierZLJournalhofhChemicalhPhysicsXL
1996XLbafXLigciYigdc 3.9 17

138 talculationLofLhotLspotsLforLproteinYproteinLinteractionLinLpfd_P“zY“u“c_“u“XLcomplexesZL
JournalhofhComputationalhChemistryXL2019XLeaXLbaefYbafg 3.5 17

137 wullL “LtalculationLofLÃ”rLvnergyLαsingLvlectrostaticallyLvmbeddedLxeneralizedL“olecularL
wractionationLwithLtonjugateLtapsL“ethodZLJournalhofhPhysicalhChemistryhAXL2017XLbcbXLcfadYcfbe 2.8 16

136 tomputationalLanalysisLofLhotLspotsLandLbindingLmechanismLinLtheLPuYb_PuYLbLinteractionZZLRSCh
AdvancesXL2019XLjXLbejeeYbejfg 3.7 16
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135 vntropicLeffectLandLresidueLspecificLentropicLcontributionLtoLtheLcooperativityLinLstreptavidinYbiotinL
bindingZLNanoscaleXL2020XLbcXLhbdeYhbef 7.7 16

134
rLtoupledLzonizationYtonformationalLvquilibriumLzsLÃequiredL−oLαnderstandLtheLPropertiesLofL
zonizableLÃesiduesLinLtheLyydrophobicLznteriorLofL×taphylococcalL”ucleaseZLJournalhofhthehAmericanh
ChemicalhSocietyXL2018XLbeaXLbgdjYbgei

16.4 16

133 “olecularLuynamicsL×imulationLofLZincLzonLinLνaterLwithLanLabLznitioLsasedL”euralL”etworkL
PotentialZLJournalhofhPhysicalhChemistryhAXL2019XLbcdXLgfihYgfjf 2.8 16

132 ×ulfurYsubstitutionYinducedLbaseLflippingLinLtheLu”rLduplexZLPhysicalhChemistryhChemicalhPhysicsXL
2019XLcbXLbejcdYbejea 3.6 15

131 uissociativeLrdsorptionLofL–conLtuTbbaULandLtuTbaaUk´ L−hreeYuimensionalL uantumLuynamicsL
×tudiesZLThehJournalhofhPhysicalhChemistryXL1996XLbaaXLbbedcYbbedh 15

130 tonstructingL–ptimalLtoarseYxrainedL×itesLofLyugeLsiomoleculesLbyLwluctuationL“aximizationZL
JournalhofhChemicalhTheoryhandhComputationXL2016XLbcXLcajbYbaa 6.4 15

129 srÃYbasedLoptimumLadaptiveLsteeredL“uLforLconfigurationalLsamplingZLJournalhofhComputationalh
ChemistryXL2019XLeaXLbchaYbcij 3.5 14

128 znsightLintoLvarlyY×tageLαnfoldingLofLxPzYrnchoredLyumanLPrionLProteinZLBiophysicalhJournalXL2015XL
bajXLcajaYbaa 2.9 14

127
×imulationLofLtheLthermodynamicsLofLfoldingLandLunfoldingLofLtheL−rpYcageLminiYproteinL−tfbL
usingLdifferentLcombinationsLofLforceLfieldsLandLsolvationLmodelsZLSciencehChinahChemistryXL2010XL
fdXLbjgYcab

7.9 14

126 tyrÃ““YxαzL“uww_x“uwwLαtilizerLforL“olecularLuynamicsLwlexibleLwittingL×imulationsLinLβariousL
vnvironmentsZLJournalhofhPhysicalhChemistryhBXL2017XLbcbXLdhbiYdhcd 3.4 13

125 wunctionalLloopLdynamicsLofLtheLstreptavidinYbiotinLcomplexZLScientifichReportsXL2015XLfXLhjag 4.9 13

124 rnLefficientLmethodLforLcomputingLexcessLfreeLenergyLofLliquidZLSciencehChinahChemistryXL2018XLgbXLbdfYbea7.9 13

123 ÃolesLofLglycansLinLinteractionsLbetweenLgpbcaLandLyzβLbroadlyLneutralizingLantibodiesZL
GlycobiologyXL2016XLcgXLcfbYga 5.8 13

122 woldingLsimulationsLofLaLdeLnovoLdesignedLproteinLwithLaLbetaalphabetaLfoldZLBiophysicalhJournalXL
2010XLjiXLdcbYj 2.9 13

121 ”oiseYfreeLspectrumLforLtimeYdependentLcalculationLofLeigenenergiesZLJournalhofhChemicalhPhysicsXL
1995XLbadXLbejbYbejh 3.9 13

120 tonformationalLwlexibilityLofLaL×hortLLoopLnearLtheLrctiveL×iteLofLtheL×rÃ×YdtLproLisLvssentialLtoL
“aintainLtatalyticLrctivityZLScientifichReportsXL2016XLgXLcajbi 4.9 13

119
ProbingLtheLzonY×pecificLvffectsLatLtheLνater_rirLznterfaceLandLνaterY“ediatedLzonLPairingLinL
×odiumLyalideL×olutionLwithLrbLznitioL“olecularLuynamicsZLJournalhofhPhysicalhChemistryhBXL2018XL
bccXLbacacYbacaj

3.4 13

118 ×tudyLofL×y“−cLznhibitorsLandL−heirLsindingL“echanismLbyLtomputationalLrlanineL×canningZL
JournalhofhChemicalhInformationhandhModelingXL2019XLfjXLdihbYdihi 6.1 12

Yifei Qi
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117 rllostericLsitesLcanLbeLidentifiedLbasedLonLtheLresidueYresidueLinteractionLenergyLdifferenceZL
Proteins:hStructurevhFunctionhandhBioinformaticsXL2015XLidXLbdhfYie 4.2 12

116 rLnewLalgorithmLforLconstructionLofLcoarseYgrainedLsitesLofLlargeLbiomoleculesZLJournalhofh
ComputationalhChemistryXL2016XLdhXLhjfYiae 3.5 12

115 ÃeplacingLrrginineLddLforLrlanineLinLtheLyemophoreLyasrLfromLPseudomonasLaeruginosaLtausesL
tlosureLofLtheLydcLLoopLinLtheLrpoYProteinZLBiochemistryXL2016XLffXLcgccYdb 3.2 12

114 vffectLofL×ubstituentsLinLuifferentLPositionsLofLrminothiazoleLyingeYsindingL×caffoldsLonL
znhibitorâ��tuKcLrssociationLProbedLbyLznteractionLvntropyL“ethodZLACShOmegaXL2018XLdXLbiafcYbiage 3.9 12

113 uirectLfoldingLsimulationLofLhelicalLproteinsLusingLanLeffectiveLpolarizableLbondLforceLfieldZLPhysicalh
ChemistryhChemicalhPhysicsXL2017XLbjXLbfchdYbfcie 3.6 11

112 xlycosylationL“odulatesLyumanLtucYtufiLrdhesionLviaLtonformationalLrdjustmentZLJournalhofh
PhysicalhChemistryhBXL2015XLbbjXLgejdYfab 3.4 11

111 −“wwYrL−woYseadL“ultipoleLworceLwieldLforLtoarseYxrainedL“olecularLuynamicsL×imulationLofL
ProteinZLJournalhofhChemicalhTheoryhandhComputationXL2016XLbcXLgbehYgbfg 6.4 11

110 ÃesidueYspecificLfreeLenergyLanalysisLinLligandLbindingsLtoL†rKcZLMolecularhPhysicsXL2018XLbbgXLcgddYcgeb1.7 11

109 ×−YanalyzerkLaLwebYbasedLuserLinterfaceLforLsimulationLtrajectoryLanalysisZLJournalhofhComputationalh
ChemistryXL2014XLdfXLjfhYgd 3.5 11

108 uoubleYνellLαltraYtoarseYxrainedL“odelLtoLuescribeLProteinLtonformationalL−ransitionsZLJournalh
ofhChemicalhTheoryhandhComputationXL2020XLbgXLgghiYggij 6.4 11

107
sindingLmodesLandLconformationalLchangesLofLwKfagYbindingLproteinLfbLinducedLbyLinhibitorL
bindingskLinsightLintoLmolecularLmechanismsLbasedLonLmultipleLsimulationLtechnologiesZLJournalhofh
BiomolecularhStructurehandhDynamicsXL2020XLdiXLcbebYcbff

3.6 11

106 −hermodynamicLznsightsLofLsaseLwlippingLinL−”rLuuplexkLworceLwieldsXL×altLtoncentrationsXLandL
wreeYvnergyL×imulationL“ethodsZLCCShChemistryXL2021XLdXLbacgYbadj 7.2 11

105 “echanisticL×tudiesLofLt–LtycloadditionLÃeactionLtatalyzedLbyLrmineYwunctionalizedLzonicLLiquidsZL
FrontiershinhChemistryXL2019XLhXLgbf 5 10

104 torrectLfoldingLofLanL˛–YhelixLandLaL˛†YhairpinLusingLaLpolarizedLcuLtorsionalLpotentialZLScientifich
ReportsXL2015XLfXLbadfj 4.9 10

103 uensetPukLzmprovingLtheLrccuracyLofL”euralY”etworkYsasedLtomputationalLProteinL×equenceL
uesignLwithLuense”etZLJournalhofhChemicalhInformationhandhModelingXL2020XLgaXLbcefYbcfc 6.1 10

102  uantumLmechanicalLcalculationLofLelectricLfieldsLandLvibrationalL×tarkLshiftsLatLactiveLsiteLofL
humanLaldoseLreductaseZLJournalhofhChemicalhPhysicsXL2015XLbedXLbiebbb 3.9 10

101 uirectLfoldingLsimulationLofLaLlongLhelixLinLexplicitLwaterZLAppliedhPhysicshLettersXL2013XLbacXLbjdhag 3.4 10

100 αnveilingLtheLgatingLmechanismLofLvtwLtransporterLÃibαZLScientifichReportsXL2013XLdXLdfgg 4.9 10

(2013-2015)

9



99 Py–−–uz××–tzr−z–”L–wL–Z–”vLz”L−yvLyrÃ−LvYLsr”ukLwÃrx“v”−LÃ–−r−z–”rLL αr”−α“L
×−r−vLuz×−Ãzsα−z–”×ZLJournalhofhTheoreticalhandhComputationalhChemistryXL2004XLadXLeedYeej 1.8 10

98 ×βÃ−LcalculationLforLbondYselectiveLreactionLyWy–uYoycW–uXLyuW–yZLJournalhofhChemicalhPhysicsXL
2002XLbbgXLbabjhYbacaa 3.9 10

97 ueeps×PYaL“achineLLearningL“ethodLforLrccurateLPredictionLofLProteinYLigandLuockingL
×tructuresZLJournalhofhChemicalhInformationhandhModelingXL2021XLgbXLccdbYccea 6.1 10

96 rLsystematicLstudyLonLÃ”rL”“ÃLchemicalLshiftLcalculationLbasedLonLtheLautomatedLfragmentationL
 “_““LapproachZLRSChAdvancesXL2016XLgXLbaifjaYbaigac 3.7 10

95 vxploringLtheLÃeasonsLforLuecreaseLinLsindingLrffinityLofLyzβYcLrgainstLyzβYbLProteaseLtomplexL
αsingLznteractionLvntropyLαnderLPolarizedLworceLwieldZLFrontiershinhChemistryXL2018XLgXLdia 5 10

94 tyrÃ““YxαzL×upportsLyydrogenL“assLÃepartitioningLandLuifferentLProtonationL×tatesLofL
PhosphatesLinLLipopolysaccharidesZLJournalhofhChemicalhInformationhandhModelingXL2021XLgbXLidbYidj 6.1 10

93 ×olidY×tateL”“ÃYÃestrainedLvnsembleLuynamicsLofLaL“embraneLProteinLinLvxplicitL“embranesZL
BiophysicalhJournalXL2015XLbaiXLbjfeYgc 2.9 9

92 rLwragmentL uantumL“echanicalL“ethodLforL“etalloproteinsZLJournalhofhChemicalhTheoryhandh
ComputationXL2019XLbfXLbedaYbedj 6.4 9

91 rLtheoreticalLstudyLofLtheLsubstituentLeffectLonLreactionsLofLaminesXLcarbonLdioxideLandLethyleneL
oxideLcatalyzedLbyLbinaryLionicLliquidsZLRSChAdvancesXL2017XLhXLfbfcbYfbfch 3.7 9

90 rsymmetricLtryoYv“L×tructureLofLrnthraxL−oxinLProtectiveLrntigenLPoreLwithLLethalLwactorL
”Y−erminalLuomainZLToxinsXL2017XLjXL 4.9 9

89 woldingLandLthermodynamicLstudiesLofL−rpYcageLbasedLonLpolarizedLforceLfieldZLTheoreticalh
ChemistryhAccountsXL2012XLbdbXLb 1.9 9

88  uantificationLofLuriveYÃesponseLÃelationshipsLsetweenLÃesiduesLuuringLProteinLwoldingZLJournalh
ofhChemicalhTheoryhandhComputationXL2013XLjXL 6.4 9

87 −imeYdependentLwaveLpacketLcalculationLforLstateYtoYstateLreactionLofLtlWycLusingLtheL
reactantYproductLdecouplingLapproachZLJournalhofhChemicalhPhysicsXL2001XLbbfXLieffYiefj 3.9 9

86 “olxpkakLrLνebL×erverLforL×mallL“oleculeLpLPredictionLαsingLaLxraphYtonvolutionalL”euralL
”etworkZLJournalhofhChemicalhInformationhandhModelingXL2021XLgbXLdbfjYdbgf 6.1 9

85 Ps×r_vkLrLPs×rYsasedLwreeLvnergyLvstimatorLforLProteinYLigandLsindingLrffinityZLJournalhofh
ChemicalhInformationhandhModelingXL2016XLfgXLifeYgb 6.1 9

84 rLmethodLforLefficientLcalculationLofLthermalLstabilityLofLproteinsLuponLpointLmutationsZLPhysicalh
ChemistryhChemicalhPhysicsXL2020XLccXLiegbYiegg 3.6 9

83 tomputationalLanalysisLforLresidueYspecificLtuKcYinhibitorLbindingsâ� ZLChinesehJournalhofhChemicalh
PhysicsXL2019XLdcXLbdeYbec 0.9 8

82 tomputationalLapproachesLtoLstudyingLmethylatedLyeKcaLrecognitionLbyLu”rLrepairLfactorLfdsPbZL
PhysicalhChemistryhChemicalhPhysicsXL2020XLccXLgbdgYgbee 3.6 8

Yifei Qi
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81 “olecularL“echanismLofL×electiveLsindingLofL”“×YPbbiLtoLPrÃPYbLandLPrÃPYckLrLtomputationalL
PerspectiveZLFrontiershinhMolecularhBiosciencesXL2020XLhXLfa 5.6 8

80 “ultipleLtonformationalL×tatesLtontributeLtoLtheLduL×tructureLofLaLxlucanLuecasaccharidekLrL
tombinedL×rX×LandL“uL×imulationL×tudyZLJournalhofhPhysicalhChemistryhBXL2018XLbccXLbbgjYbbhf 3.4 8

79 −heoreticalLunderstandingLofLtheLthermodynamicsLandLinteractionsLinLtranscriptionalLregulatorL
−tgÃYligandLbindingZLPhysicalhChemistryhChemicalhPhysicsXL2020XLccXLbfbbYbfce 3.6 8

78 sindingL“odesLofL×mallY“oleculeLznhibitorsLtoLtheLvvuLPocketLofLPÃtcZLChemPhysChemXL2020XLcbXLcgdYchb3.2 8

77 −woYbeadLpolarizableLwaterLmodelsLcombinedLwithLaLtwoYbeadLmultipoleLforceLfieldLT−“wwULforL
coarseYgrainedLsimulationLofLproteinsZLPhysicalhChemistryhChemicalhPhysicsXL2017XLbjXLhebaYhebj 3.6 7

76 uevelopingLanLeffectiveLpolarizableLbondLmethodLforLsmallLmoleculesLwithLapplicationLtoL
optimizedLmolecularLdockingZZLRSChAdvancesXL2020XLbaXLbffdaYbffea 3.7 7

75 rutomatedLwragmentationL “_““LtalculationLofL”“ÃLthemicalL×hiftsLforLProteinYLigandL
tomplexesZLFrontiershinhChemistryXL2018XLgXLbfa 5 7

74 –riginsLofLProtonsLinLtYyLsondLznsertionLProductsLofLPhenolskLProtonY×elfY×ufficientLwunctionLviaL
νaterL“oleculesZLJournalhofhPhysicalhChemistryhAXL2017XLbcbXLgfcdYgfcj 2.8 7

73 woldingLofLvKLpeptideLandLitsLdependenceLonLsaltLconcentrationLandLpykLrLcomputationalLstudyZL
SciencehChinahChemistryXL2011XLfeXLbjheYbjib 7.9 7

72 rnchorYLockerLsindingL“echanismLofLtheLtoronavirusL×pikeLProteinLtoLyumanLrtvckLznsightsLfromL
tomputationalLrnalysisZLJournalhofhChemicalhInformationhandhModelingXL2021XLgbXLdfcjYdfec 6.1 7

71
urugYresistanceLmechanismsLofLthreeLmutationsLinLanaplasticLlymphomaLkinaseLagainstLtwoL
inhibitorsLbasedLonL““_Ps×rLcombinedLwithLinteractionLentropyZLPhysicalhChemistryhChemicalh
PhysicsXL2019XLcbXLcajfbYcajge

3.6 6

70 −heLeffectLofLP–PtLacylLchainsLpackingLbyLaromaticLaminoLacidLmethylLestersLinvestigatedLbyL
r−ÃYw−zÃLcombinedLwithL “LcalculationsZLRSChAdvancesXL2016XLgXLeffgjYeffhh 3.7 6

69 znteractionLspecificLbindingLhotspotsLinLvndonucleaseLcolicinYimmunityLproteinLcomplexLfromL“uL
simulationsZLSciencehChinahChemistryXL2013XLfgXLbbedYbbfb 7.9 6

68 rssessingLtheLaccuracyLofLtheLgeneralLr“svÃLforceLfieldLforLcXcXcYtrifluoroethanolLasLsolventZL
JournalhofhMolecularhModelingXL2013XLbjXLcdffYgb 2 6

67 vnergeticsLofLproteinLbackboneLhydrogenLbondsLandLtheirLlocalLelectrostaticLenvironmentZLScienceh
ChinahChemistryXL2014XLfhXLbhaiYbhbf 7.9 6

66  αr”−z−r−zβvL αr”−α“LuY”r“zt×LtrLtαLr−z–”L–wLycLWLtydLYoLyLWLtyeLÃvrt−z–”ZLJournalhofh
TheoreticalhandhComputationalhChemistryXL2002XLabXLcfYcj 1.8 6

65 rLstochasticLgoldenYruleLtreatmentLforLthermalLdesorptionLofLgasesLfromLsolidLsurfacesZLJournalhofh
ChemicalhPhysicsXL1992XLjgXLehcjYehde 3.9 6

64 vvaluationLofLtheLtoupledL−woYuimensionalL“ainLthainL−orsionalLPotentialLinL“odelingLzntrinsicallyL
uisorderedLProteinsZLJournalhofhChemicalhInformationhandhModelingXL2017XLfhXLcghYche 6.1 5

(2017-2020)
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63 PerformanceLtomparisonLofL×ystematicL“ethodsLforLÃigorousLuefinitionLofLtoarseYxrainedL×itesLofL
LargeLsiomoleculesZLJournalhofhChemicalhInformationhandhModelingXL2017XLfhXLcbeYccc 6.1 5

62 rLworceLsalancedLwragmentationL“ethodLforL“olecularLuynamicL×imulationLofLProteinZLFrontiershinh
ChemistryXL2018XLgXLbij 5 5

61 rbLinitioL uantumL“echanics_“olecularL“echanicsL“olecularLuynamicsL×imulationLofLt–LinLtheL
yemeLuistalLPocketLofL“yoglobinâ� ZLChinesehJournalhofhChemicalhPhysicsXL2017XLdaXLhafYhbg 0.9 5

60 Proteinâ��waterLhydrogenLbondsLareLstabilizedLbyLelectrostaticLpolarizationZLMolecularhPhysicsXL2012XL
bbaXLfjfYgae 1.7 5

59 tyrÃ““YxαzLuvvÃLfacilitatorLforLspinYpairLdistanceLdistributionLcalculationsLandLpreparationLofL
restrainedYensembleLmolecularLdynamicsLsimulationsZLJournalhofhComputationalhChemistryXL2020XLebXLebfYeca3.5 5

58 “olecularLbasisLofL×“rtYXzrPLbindingLandLtheLeffectLofLelectrostaticLpolarizationZLJournalhofh
BiomolecularhStructurehandhDynamicsXL2021XLdjXLhedYhfc 3.6 5

57 “olecularLmechanismLrelatedLtoLtheLbindingLofLfluorophoresLtoL“angoYzzLrevealedLbyL
multipleYreplicaLmolecularLdynamicsLsimulationsZLPhysicalhChemistryhChemicalhPhysicsXL2021XLcdXLbagdgYbagej3.6 5

56
rL×emiautomatedL×tructureYsasedL“ethodL−oLPredictL×ubstratesLofLvnzymesLviaL“olecularL
uockingkLrLtaseL×tudyLwithLtandidaLantarcticaLLipaseLsZLJournalhofhChemicalhInformationhandh
ModelingXL2016XLfgXLbjhjYbjje

6.1 4

55 “olecularLdynamicsLstudyLofLu”rLbindingLbyLz”−YusuLunderLaLpolarizedLforceLfieldZLJournalhofh
ComputationalhChemistryXL2013XLdeXLbbdgYec 3.5 4

54 ueterminingL–ptimalLtoarseYxrainedLÃepresentationLforLsiomoleculesLαsingLznternalLtlusterL
βalidationLzndexesZLJournalhofhComputationalhChemistryXL2020XLebXLbeYca 3.5 4

53 wormationLmechanismLandLspectroscopyLofLtyLradicalsLinLextremeLenvironmentskLaLtheoreticalL
studyZLPhysicalhChemistryhChemicalhPhysicsXL2019XLcbXLcdaeeYcdaff 3.6 4

52
rlanineLscanningLcombinedLwithLinteractionLentropyLstudyingLtheLdifferencesLofLbindingL
mechanismLonLyzβYbLandLyzβYcLproteasesLwithLinhibitorZLJournalhofhBiomolecularhStructurehandh
DynamicsXL2021XLdjXLbfiiYbfjj

3.6 4

51
znhibitionLmechanismLandLhotYspotLpredictionLofLnineLpotentialLdrugsLforL×rÃ×YtoβYcL“LbyL
largeYscaleLmolecularLdynamicLsimulationsLcombinedLwithLaccurateLbindingLfreeLenergyL
calculationsZLNanoscaleXL2021XLbdXLidbdYiddc

7.7 4

50 rnLabLinitio_ÃÃK“LstudyLofLtheLreactionLmechanismLandLproductLbranchingLratiosLofLtyd–yWLandL
tyd–yWWLdissociationZLJournalhofhMolecularhStructureXL2020XLbcbhXLbcieba 3.4 3

49 vxaminationLofLtheLqualityLofLvariousLforceLfieldsLandLsolvationLmodelsLforLtheLequilibriumL
simulationsLofLxriiLandLxsiiZLJournalhofhMolecularhModelingXL2016XLccXLbhh 2 3

48 tomputationalL×tudyLofLPt×KjYvxwrLtomplexLwithLvffectiveLPolarizableLsondLworceLwieldZL
FrontiershinhMolecularhBiosciencesXL2017XLeXLbab 5.6 3

47 “wttYsasedLwragmentationL“ethodsLforLsiomoleculesL2017XLdcdYdei 3

46 uv×zx”L–wLyYsÃzuLz”yzsz−–Ã×L−–LyzβYbLPÃ–−vr×vZLJournalhofhTheoreticalhandhComputationalh
ChemistryXL2008XLahXLeifYfad 1.8 3

Yifei Qi
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45 torrectionLofLrepulsiveLpotentialLenergyLsurfaceLforLphotodissociationLofLyc–LinLtheLˆ�LstateZL
JournalhofhChemicalhPhysicsXL1998XLbaiXLbaachYbaadc 3.9 3

44 rnLelectrostaticLenergyYbasedLchargeLmodelLforLmolecularLdynamicsLsimulationZLJournalhofhChemicalh
PhysicsXL2021XLbfeXLbdebah 3.9 3

43
znvestigationLonLtheLcharacteristicsLandLmechanismsLofLrtvLinhibitoryLpeptidesLbyLaLthoroughL
analysisLofLallLiaaaLtripeptidesLviaLbindingLfreeLenergyLcalculationZLFoodhSciencehandhNutritionXL2021XL
jXLcjedYcjfd

3.2 3

42 rnLvnergyL–ptimizationL×trategyLsasedLonLtheLPerfectLtonformationLofLProlylLvndopeptidaseLforL
zmprovingLtatalyticLvfficiencyZLJournalhofhAgriculturalhandhFoodhChemistryXL2020XLgiXLfbcjYfbdh 5.7 3

41 ProteinLsimulationLusingLcoarseYgrainedLtwoYbeadLmultipoleLforceLfieldLwithLpolarizableLwaterL
modelsZLJournalhofhChemicalhPhysicsXL2017XLbegXLagfbab 3.9 2

40 yowLtutlLandLtutlLznsertLintoLtY”LsondsLofLuiazoLtompoundskLrnLvlectronicL×tructureLandL
“echanisticL×tudyZLJournalhofhPhysicalhChemistryhAXL2020XLbceXLcacjYcadf 2.8 2

39 ”α“vÃztrLL×−rszLz−zv×Lz”Lwz−−z”xLr−–“ztLtyrÃxv×L−–LvLvt−ÃztLwzvLuLr”uLvLvt−Ã–×−r−ztL
P–−v”−zrLZLJournalhofhTheoreticalhandhComputationalhChemistryXL2009XLaiXLjcfYjec 1.8 2

38 yobPrekLaccurateLpredictionLofLhumanLoralLbioavailabilityLforLsmallLmoleculesZZLJournalhofh
CheminformaticsXL2022XLbeXLb 8.6 2

37
rutomatedLtonstructionLofL”euralL”etworkLPotentialLvnergyL×urfacekL−heLvnhancedL
×elfY–rganizingLzncrementalL”euralL”etworkLueepLPotentialL“ethodZLJournalhofhChemicalh
InformationhandhModelingXL2021XLgbXLfecfYfedh

6.1 2

36 uevelopmentLofLaL”ewL×coringLwunctionLforLβirtualL×creeningkLrPs×coreZLJournalhofhChemicalh
InformationhandhModelingXL2020XLgaXLgdffYgdgf 6.1 2

35 rnLrpproachLtoLtomputingL×olventLÃeorganizationLvnergyZLJournalhofhChemicalhTheoryhandh
ComputationXL2020XLbgXLgfbdYgfbj 6.4 2

34 αltraYcoarseYgrainingLmodelingLofLliquidLwaterZLJournalhofhChemicalhPhysicsXL2021XLbfeXLccefag 3.9 2

33 zdentificationLofLthreeLnewLcompoundsLthatLdirectlyLtargetLhumanLserineL
hydroxymethyltransferaseLcZLChemicalhBiologyhandhDrughDesignXL2021XLjhXLccbYcda 2.9 2

32 tyclopentadienylLradicalLformationLfromLtheLreactionLofLexcitedLnitrogenLatomsLwithLbenzenekLaL
theoreticalLstudyZLPhysicalhChemistryhChemicalhPhysicsXL2021XLcdXLbceaiYbceca 3.6 2

31 “ultiscaleLpolarizableLcoarseYgrainingLwaterLmodelsLonLclusterYlevelLelectrostaticLdipolesZLPhysicalh
ChemistryhChemicalhPhysicsXL2021XLcdXLijcgYijdf 3.6 2

30  uantitativeLanalysisLofLrtvcLbindingLtoLcoronavirusLspikeLproteinskL×rÃ×YtoβYcL×rÃ×YtoβLandL
Ãa−xbdZLPhysicalhChemistryhChemicalhPhysicsXL2021XLcdXLbdjcgYbdjdd 3.6 2

29 rLforceLconsistentLmethodLforLelectrostaticLenergyLcalculationLinLfluctuatingLchargeLmodelZLJournalh
ofhChemicalhPhysicsXL2019XLbfbXLajebaf 3.9 1

28 rtomicYlevelLreconstructionLofLbiomoleculesLbyLaLrigidYfragmentYLandLlocalYframeYbasedLTÃwYLwUL
strategyZLJournalhofhMolecularhModelingXL2020XLcgXLdb 2 1

(2020-1998)
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27 vlectrostaticLPolarizationLvffectLonLtooperativeLrggregationLofLwullLLengthLyumanLzsletLrmyloidZL
JournalhofhChemicalhInformationhandhModelingXL2018XLfiXLbfihYbfjf 6.1 1

26 tomputationalLtharacterizationLofLsindingLofL×mallL“oleculeLznhibitorsLtoLyzβYbLgpebZLChineseh
JournalhofhChemistryXL2011XLcjXLbdahYbdbb 4.9 1

25 ×equenceLpreferenceLofL˛–YhelixL”YterminalLtetrapeptideZLProteinhandhPeptidehLettersXL2012XLbjXLdefYfc 1.9 1

24  uantumLwavepacketLapproachLtoLchemicalLreactionLdynamicsZLPerspectiveLonLâ��uynamicsLofLtheL
collinearLyLWLycLreactionZLzZLProbabilityLdensityLandLfluxâ��ZLTheoreticalhChemistryhAccountsXL2000XLbadXLdaaYdaf1.9 1

23 rLthreeYpointLcoarseYgrainedLmodelLofLfiveYwaterLclusterLwithLpermanentLdipolesLandLquadrupolesZL
PhysicalhChemistryhChemicalhPhysicsXL2020XLccXLcgcijYcgcji 3.6 1

22 rutomaticallyLtonstructedL”euralL”etworkLPotentialsLforL“olecularLuynamicsL×imulationLofLZincL
ProteinsZLFrontiershinhChemistryXL2021XLjXLgjccaa 5 1

21 tomputationalLrnalysisLofLÃesidueY×pecificLsindingLwreeLvnergiesLofLrndrogenLÃeceptorLtoL
LigandsZLFrontiershinhMolecularhBiosciencesXL2021XLiXLgegfce 5.6 1

20 uiscoveryLofLnovelLinhibitorsLofL×rÃ×YtoβYcLmainLproteaseZLJournalhofhBiomolecularhStructurehandh
DynamicsXL2021XLbYj 3.6 1

19 tomputationalLanalysisLofLbindingLfreeLenergiesXLhotspotsLandLtheLbindingLmechanismLofL
sclYxL_sclYcLbindingLtoLsad_saxZLPhysicalhChemistryhChemicalhPhysicsXL2021XLcdXLcacfYcadh 3.6 1

18 −argetingLmechanismLforL×rÃ×YtoβYcLkLinteractionLandLkeyLgroupsLofL−“PÃ××cLtowardLfourL
potentialLdrugsZLNanoscaleXL2021XLbdXLbjcbiYbjcdh 7.7 0

17 vngineeringLtheLbiomimeticLcofactorsLofL”“”yLforLcytochromeLPefaLs“dLbasedLonLbindingL
conformationLrefinementZZLRSChAdvancesXL2021XLbbXLbcadgYbcaec 3.7 0

16 neuralLnetworkL“uLsimulationLofLthermalLdecompositionLofLaLhighLenergyLmaterialLtLYca_−”−ZZL
PhysicalhChemistryhChemicalhPhysicsXL2022XLceXLbbiabYbbibb 3.6 0

15 triuskLrLnovelLfragmentYbasedLalgorithmLofLdeLnovoLsubstrateLpredictionLforLenzymesZLProteinh
ScienceXL2018XLchXLbfcgYbfde 6.3

14  uantumLdynamicsLstudyLforLreactionLofLycLWL–uYoyLWLy–uZLSciencehBulletinXL1997XLecXLbbgYbca

13
−hreeYdimensionalLquantumLdynamicsLstudyLofLvibrationalLpredissociationLofLyezcLvanLderLνaalsL
moleculeLforLlowLvibrationalLexcitationLusingLtheLtimeYdependentLwaveLpacketLmethodZLSciencehinh
ChinahSerieshB:hChemistryXL1997XLeaXLeecYeeh

12
“zXvuL αr”−α“YtLr××ztrLL×v“zYÃzxzuLβzsÃr−z”xLÃ–−–ÃL−rÃxv−L“–uvLLw–ÃL
r−–“YP–LYr−–“LÃvrt−z–”kL–TdPULWLtyeLYoLtydLWL–yZLJournalhofhTheoreticalhandhComputationalh
ChemistryXL2003XLacXLdfbYdfg
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