
Alexander D Mackerell

ListjofjPublicationsjbyjCitations

Source:jhttps://exaly.com/authorypdf/1575160/alexanderydymackerellypublicationsybyycitations.pdf

Version:j2024y04y10j

Thisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexaly.com.jForj

thejlatestjversionjofjthisjpublicationjlistxjvisitjthejlinkjgivenjabove.

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalxjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticle.

417
papers

51,479
citations

90
h-index

221
g-index

472
ext. papers

60,775
ext. citations

6
avg, IF

7.96
L-index



m Paper IF Citations

417 punαzzgItheIbiomolecularIsimulationIprogramWIJournalfoffComputationalfChemistryUI2009UI]YUIZbabVcZa3.5 5515

416 punαzzIgeneralIforceIfieldgInIforceIfieldIforIdrugVlikeImoleculesIcompatibleIwithItheIpunαzzI
allVatomIadditiveIbiologicalIforceIfieldsWIJournalfoffComputationalfChemistryUI2010UI]ZUIcdZVfY 3.5 2953

415
rxtendingItheItreatmentIofIbackboneIenergeticsIinIproteinIforceIfieldsgIlimitationsIofIgasVphaseI
quantumImechanicsIinIreproducingIproteinIconformationalIdistributionsIinImolecularIdynamicsI
simulationsWIJournalfoffComputationalfChemistryUI2004UI[bUIZaYYVZb

3.5 2792

414 δpdateIofItheIpunαzzIallVatomIadditiveIforceIfieldIforIlipidsgIvalidationIonIsixIlipidItypesWIJournalf
offPhysicalfChemistryfBUI2010UIZZaUIde]YVa] 3.4 2654

413
OptimizationIofItheIadditiveIpunαzzIallVatomIproteinIforceIfieldItargetingIimprovedIsamplingIofI
theIbackboneIˇ�UIˇ�IandIsideVchainIˇ�QZRIandIˇ�Q[RIdihedralIanglesWIJournalfoffChemicalfTheoryfandf
ComputationUI2012UIeUI][bdV][d]

6.4 2511

412 punαzz]cmgIanIimprovedIforceIfieldIforIfoldedIandIintrinsicallyIdisorderedIproteinsWINaturef
MethodsUI2017UIZaUIdZVd] 21.6 1819

411 punαzz]cIallVatomIadditiveIproteinIforceIfieldgIvalidationIbasedIonIcomparisonItoI–zαIdataWI
JournalfoffComputationalfChemistryUI2013UI]aUI[Z]bVab 3.5 1487

410 nllVatomIempiricalIforceIfieldIforInucleicIacidsgIvWI−arameterIoptimizationIbasedIonIsmallImoleculeI
andIcondensedIphaseImacromolecularItargetIdataWIJournalfoffComputationalfChemistryUI2000UI[ZUIecVZYa3.5 1308

409
punαzzVtδvIvnputIteneratorIforI–nzqUItαOznpβUInzorαUIOpenzzUIandIpunαzzXOpenzzI
βimulationsIδsingItheIpunαzz]cIndditiveIsorceIsieldWIJournalfoffChemicalfTheoryfandf
ComputationUI2016UIZ[UIaYbVZ]

6.4 1303

408 rmpiricalIforceIfieldsIforIbiologicalImacromoleculesgIoverviewIandIissuesWIJournalfoffComputationalf
ChemistryUI2004UI[bUIZbeaVcYa 3.5 1006

407 nutomationIofItheIpunαzzIteneralIsorceIsieldIQptenssRIvgIbondIperceptionIandIatomItypingWI
JournalfoffChemicalfInformationfandfModelingUI2012UIb[UI]ZaaVba 6.1 908

406 nutomationIofItheIpunαzzIteneralIsorceIsieldIQptenssRIvvgIassignmentIofIbondedIparametersI
andIpartialIatomicIchargesWIJournalfoffChemicalfInformationfandfModelingUI2012UIb[UI]ZbbVce 6.1 852

405 qevelopmentIandIcurrentIstatusIofItheIpunαzzIforceIfieldIforInucleicIacidsWIBiopolymersUI2000UI
bcUI[bdVcb 2.2 795

404 vmprovedItreatmentIofItheIproteinIbackboneIinIempiricalIforceIfieldsWIJournalfoffthefAmericanf
ChemicalfSocietyUI2004UIZ[cUIcfeVf 16.4 773

403 nnIvmprovedIrmpiricalI−otentialIrnergyIsunctionIforIzolecularIβimulationsIofI−hospholipidsWI
JournalfoffPhysicalfChemistryfBUI2000UIZYaUIdbZYVdbZb 3.4 680

402 nllVatomIempiricalIforceIfieldIforInucleicIacidsgIvvWInpplicationItoImolecularIdynamicsIsimulationsIofI
q–nIandIα–nIinIsolutionWIJournalfoffComputationalfChemistryUI2000UI[ZUIZYbVZ[Y 3.5 648

401 nnIallVatomIempiricalIenergyIfunctionIforItheIsimulationIofInucleicIacidsWIJournalfoffthefAmericanf
ChemicalfSocietyUI1995UIZZdUIZZfacVZZfdb 16.4 633

AlexandersDsMackerell

2



400 nIsimpleIpolarizableImodelIofIwaterIbasedIonIclassicalIqrudeIoscillatorsWIJournalfoffChemicalf
PhysicsUI2003UIZZfUIbZebVbZfd 3.9 584

399 punαzzIndditiveInllVntomIsorceIsieldIforItlycosidicIyinkagesIbetweenIuexopyranosesWIJournalfoff
ChemicalfTheoryfandfComputationUI2009UIbUI[]b]V[]dY 6.4 473

398 nIpolarizableImodelIofIwaterIforImolecularIdynamicsIsimulationsIofIbiomoleculesWIChemicalfPhysicsf
LettersUI2006UIaZeUI[abV[af 2.5 448

397 rxtensionIofItheIpunαzzIteneralIsorceIsieldItoIsulfonylVcontainingIcompoundsIandIitsIutilityIinI
biomolecularIsimulationsWIJournalfoffComputationalfChemistryUI2012UI]]UI[abZVce 3.5 447

396 ndditiveIempiricalIforceIfieldIforIhexopyranoseImonosaccharidesWIJournalfoffComputationalf
ChemistryUI2008UI[fUI[ba]Vca 3.5 421

395 punαzzIadditiveIallVatomIforceIfieldIforIcarbohydrateIderivativesIandIitsIutilityIinIpolysaccharideI
andIcarbohydrateVproteinImodelingWIJournalfoffChemicalfTheoryfandfComputationUI2011UIdUI]Zc[V]ZeY 6.4 403

394 −olyunsaturatedIfattyIacidsIinIlipidIbilayersgIintrinsicIandIenvironmentalIcontributionsItoItheirI
uniqueIphysicalIpropertiesWIJournalfoffthefAmericanfChemicalfSocietyUI2002UIZ[aUI]ZeV[c 16.4 386

393
punαzzIfluctuatingIchargeIforceIfieldIforIproteinsgIvvIproteinXsolventIpropertiesIfromImolecularI
dynamicsIsimulationsIusingIaInonadditiveIelectrostaticImodelWIJournalfoffComputationalfChemistryUI
2004UI[bUIZbYaVZa

3.5 371

392 OptimizationIofItheIpunαzzIadditiveIforceIfieldIforIq–ngIvmprovedItreatmentIofItheIovXovvI
conformationalIequilibriumWIJournalfoffChemicalfTheoryfandfComputationUI2012UIeUI]aeV]c[ 6.4 348

391 zolecularIdynamicsIstudiesIofIpolyethyleneIoxideIandIpolyethyleneIglycolgIhydrodynamicIradiusI
andIshapeIanisotropyWIBiophysicalfJournalUI2008UIfbUIZbfYVf 2.9 347

390 βimulatingIzonovalentIandIqivalentIvonsIinInqueousIβolutionIδsingIaIqrudeI−olarizableIsorceI
sieldWIJournalfoffChemicalfTheoryfandfComputationUI2010UIcUIddaVdec 6.4 336

389 nnIrmpiricalI−olarizableIsorceIsieldIoasedIonItheIplassicalIqrudeIOscillatorIzodelgIqevelopmentI
uistoryIandIαecentInpplicationsWIChemicalfReviewsUI2016UIZZcUIafe]VbYZ] 68.1 299

388 zolecularImodelingIandIdynamicsIstudiesIwithIexplicitIinclusionIofIelectronicIpolarizabilityWIγheoryI
andIapplicationsWITheoreticalfChemistryfAccountsUI2009UIZ[aUIZZV[e 1.9 285

387 nnIabIinitioIstudyIonItheItorsionalIsurfaceIofIalkanesIandIitsIeffectIonImolecularIsimulationsIofI
alkanesIandIaIq−−pIbilayerWIJournalfoffPhysicalfChemistryfBUI2005UIZYfUIb]YYVZZ 3.4 279

386 sorceIsieldIforI−eptidesIandI−roteinsIbasedIonItheIplassicalIqrudeIOscillatorWIJournalfoffChemicalf
TheoryfandfComputationUI2013UIfUIba]YVbaaf 6.4 274

385 vmportanceIofItheIpzn−IcorrectionItoItheIpunαzz[[IproteinIforceIfieldgIdynamicsIofIhenI
lysozymeWIBiophysicalfJournalUI2006UIfYUIy]cVe 2.9 263

384 vmpactIofI[PVhydroxylIsamplingIonItheIconformationalIpropertiesIofIα–ngIupdateIofItheIpunαzzI
allVatomIadditiveIforceIfieldIforIα–nWIJournalfoffComputationalfChemistryUI2011UI][UIZf[fVa] 3.5 249

383 qevelopmentIofItheIpunαzzIsorceIsieldIforIyipidsWIJournalfoffPhysicalfChemistryfLettersUI2011UI[UIZb[cVZb][6.4 240

(2011-2003)

3



382 qeterminationIofIrlectrostaticI−arametersIforIaI−olarizableIsorceIsieldIoasedIonItheIplassicalI
qrudeIOscillatorWIJournalfoffChemicalfTheoryfandfComputationUI2005UIZUIZb]Vce 6.4 237

381 zolecularIqynamicsIβimulationInnalysisIofIaIβodiumIqodecylIβulfateIzicelleIinInqueousIβolutiongI
qecreasedIsluidityIofItheIzicelleIuydrocarbonIvnteriorWIThefJournalfoffPhysicalfChemistryUI1995UIffUIZeacVZebb 237

380 nIsmallVmoleculeIinhibitorIofIopycIkillsIqyopyIcellsIinIvitroIandIinIvivoWICancerfCellUI2010UIZdUIaYYVZZ 24.3 230

379 qecodingItheIsignalingIofIaIt−pαIheteromericIcomplexIrevealsIaIunifyingImechanismIofIactionIofI
antipsychoticIdrugsWICellUI2011UIZadUIZYZZV[] 56.2 226

378 γheIstructureIofIaqueousIguanidiniumIchlorideIsolutionsWIJournalfoffthefAmericanfChemicalfSocietyUI
2004UIZ[cUIZZac[VdY 16.4 214

377 ndditiveIandIplassicalIqrudeI−olarizableIsorceIsieldsIforIyinearIandIpyclicIrthersWIJournalfoff
ChemicalfTheoryfandfComputationUI2007UI]UIZZ[YV]] 6.4 210

376 zolecularIqynamicsIβimulationsIofIvonicIyiquidsIandIrlectrolytesIδsingI−olarizableIsorceIsieldsWI
ChemicalfReviewsUI2019UIZZfUIdfaYVdffb 68.1 206

375 uighVperformanceIscalableImolecularIdynamicsIsimulationsIofIaIpolarizableIforceIfieldIbasedIonI
classicalIqrudeIoscillatorsIinI–nzqWIJournalfoffPhysicalfChemistryfLettersUI2011UI[UIedVf[ 6.4 191

374 sorceIsieldIvnfluenceIonItheIObservationIofIˇ�VuelicalI−roteinIβtructuresIinIzolecularIqynamicsI
βimulationsWIJournalfoffPhysicalfChemistryfBUI2003UIZYdUI[e]ZV[e]c 3.4 186

373 qevelopmentIofIanIempiricalIforceIfieldIforIsilicaWInpplicationItoItheIquartzVwaterIinterfaceWIJournalf
offPhysicalfChemistryfBUI2006UIZZYUI[de[Vf[ 3.4 181

372 −olarizableIempiricalIforceIfieldIforIalkanesIbasedIonItheIclassicalIqrudeIoscillatorImodelWIJournalf
offPhysicalfChemistryfBUI2005UIZYfUIZefeeVff 3.4 173

371 pombinedIabIinitioXempiricalIapproachIforIoptimizationIofIyennardâ��wonesIparametersWIJournalfoff
ComputationalfChemistryUI1998UIZfUI]]aV]ae 3.5 164

370 pomputationalIfragmentVbasedIbindingIsiteIidentificationIbyIligandIcompetitiveIsaturationWIPLoSf
ComputationalfBiologyUI2009UIbUIeZYYYa]b 5 161

369 pomputerVnidedIqrugIqesignIzethodsWIMethodsfinfMolecularfBiologyUI2017UIZb[YUIebVZYc 1.4 160

368 nnIrmpiricalI−otentialIrnergyIsunctionIforI−hospholipidsgIpriteriaIforI−arameterIOptimizationIandI
npplicationsI1996UI]ZVeZ 154

367 punαzzIadditiveIandIpolarizableIforceIfieldsIforIbiophysicsIandIcomputerVaidedIdrugIdesignWI
BiochimicafEtfBiophysicafActaftfGeneralfSubjectsUI2015UIZebYUIecZVedZ 4 150

366 zolecularVlevelIorganizationIofIsaturatedIandIpolyunsaturatedIfattyIacidsIinIaIphosphatidylcholineI
bilayerIcontainingIcholesterolWIBiochemistryUI2004UIa]UIZb]ZeV[e 3.2 150

365 αecentIadvancesIinIligandVbasedIdrugIdesigngIrelevanceIandIutilityIofItheIconformationallyIsampledI
pharmacophoreIapproachWICurrentfComputertAidedfDrugfDesignUI2011UIdUIZYV[[ 1.4 149

AlexandersDsMackerell

4



364 αecentIqevelopmentsIandInpplicationsIofItheIpunαzzIforceIfieldsWIWileyfInterdisciplinaryfReviews:f
ComputationalfMolecularfScienceUI2012UI[UIZcdVZeb 7.9 139

363 nImolecularImechanicsIforceIfieldIforI–nqTI–nquUIandItheIpyrophosphateIgroupsIofInucleotidesWI
JournalfoffComputationalfChemistryUI1997UIZeUI[[ZV[]f 3.5 139

362 sreeIenergyIandIstructuralIpathwaysIofIbaseIflippingIinIaIq–nItptpIcontainingIsequenceWIJournalf
offMolecularfBiologyUI2002UI]ZfUIZaZVcY 6.5 139

361 punαzzIallVatomIadditiveIforceIfieldIforIsphingomyelingIelucidationIofIhydrogenIbondingIandIofI
positiveIcurvatureWIBiophysicalfJournalUI2014UIZYdUIZ]aVab 2.9 138

360 zolecularIdynamicsIsimulationsIofInucleicIacidVproteinIcomplexesWICurrentfOpinionfinfStructuralf
BiologyUI2008UIZeUIZfaVf 8.1 135

359 αationalIdesignIofIhumanIq–nIligaseIinhibitorsIthatItargetIcellularIq–nIreplicationIandIrepairWI
CancerfResearchUI2008UIceUI]ZcfVdd 10.1 132

358 −olarizableIempiricalIforceIfieldIforIaromaticIcompoundsIbasedIonItheIclassicalIdrudeIoscillatorWI
JournalfoffPhysicalfChemistryfBUI2007UIZZZUI[ed]Veb 3.4 132

357 pomparisonIofIproteinIforceIfieldsIforImolecularIdynamicsIsimulationsWIMethodsfinfMolecularf
BiologyUI2008UIaa]UIc]Vee 1.4 132

356 punαzzIadditiveIallVatomIforceIfieldIforIglycosidicIlinkagesIinIcarbohydratesIinvolvingIfuranosesWI
JournalfoffPhysicalfChemistryfBUI2010UIZZaUIZ[feZVfa 3.4 129

355 ponsiderationIofImolecularIweightIduringIcompoundIselectionIinIvirtualItargetVbasedIdatabaseI
screeningWIJournalfoffChemicalfInformationfandfComputerfSciencesUI2003UIa]UI[cdVd[ 128

354 nIhybridImechanismIofIactionIforIopycIinIoIcellsIdefinedIbyIformationIofIfunctionallyIdistinctI
complexesIatIenhancersIandIpromotersWICellfReportsUI2013UIaUIbdeVee 10.6 127

353 −olarizableIempiricalIforceIfieldIforItheIprimaryIandIsecondaryIalcoholIseriesIbasedIonItheIclassicalI
qrudeImodelWIJournalfoffChemicalfTheoryfandfComputationUI2007UI]UIZf[dVZfac 6.4 124

352 punαzzIndditiveInllVntomIsorceIsieldIforIncyclicI−olyalcoholsUIncyclicIparbohydratesIandIvnositolWI
JournalfoffChemicalfTheoryfandfComputationUI2009UIbUIZ]ZbVZ][d 6.4 123

351 ntomicIyevelInnisotropyIinItheIrlectrostaticIzodelingIofIyoneI−airsIforIaI−olarizableIsorceIsieldI
oasedIonItheIplassicalIqrudeIOscillatorWIJournalfoffChemicalfTheoryfandfComputationUI2006UI[UIZbedVfd 6.4 123

350 nIpolarizableIforceIfieldIofIdipalmitoylphosphatidylcholineIbasedIonItheIclassicalIqrudeImodelIforI
molecularIdynamicsIsimulationsIofIlipidsWIJournalfoffPhysicalfChemistryfBUI2013UIZZdUIfZa[VcY 3.4 122

349 punαzzVtδvIZYIyearsIforIbiomolecularImodelingIandIsimulationWIJournalfoffComputationalf
ChemistryUI2017UI]eUIZZZaVZZ[a 3.5 119

348 tlycanIαeadergIautomatedIsugarIidentificationIandIsimulationIpreparationIforIcarbohydratesIandI
glycoproteinsWIJournalfoffComputationalfChemistryUI2011UI][UI]Z]bVaZ 3.5 118

347 −roteinVfacilitatedIbaseIflippingIinIq–nIbyIcytosineVbVmethyltransferaseWIProceedingsfoffthef
NationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaUI2003UIZYYUIceVd] 11.5 117

(2003-2012)

5



346 nccurateIpalculationIofIuydrationIsreeIrnergiesIusingI−airVβpecificIyennardVwonesI−arametersIinI
theIpunαzzIqrudeI−olarizableIsorceIsieldWIJournalfoffChemicalfTheoryfandfComputationUI2010UIcUIZZeZVZZfe6.4 116

345 nllVatomIpolarizableIforceIfieldIforIq–nIbasedIonItheIclassicalIqrudeIoscillatorImodelWIJournalfoff
ComputationalfChemistryUI2014UI]bUIZ[ZfV]f 3.5 115

344 vntrinsicIconformationalIpropertiesIofIdeoxyribonucleosidesgIimplicatedIroleIforIcytosineIinItheI
equilibriumIamongItheInUIoUIandIψIformsIofIq–nWIBiophysicalfJournalUI1999UIdcUI][YcVZe 2.9 115

343 δnderstandingItheIdielectricIpropertiesIofIliquidIamidesIfromIaIpolarizableIforceIfieldWIJournalfoff
PhysicalfChemistryfBUI2008UIZZ[UI]bYfV[Z 3.4 113

342 αecentIndvancesIinI−olarizableIsorceIsieldsIforIzacromoleculesgIzicrosecondIβimulationsIofI
−roteinsIδsingItheIplassicalIqrudeIOscillatorIzodelWIJournalfoffPhysicalfChemistryfLettersUI2014UIbUI]ZaaV]ZbY6.4 111

341 purrentIstatusIofIproteinIforceIfieldsIforImolecularIdynamicsIsimulationsWIMethodsfinfMolecularf
BiologyUI2015UIZ[ZbUIadVdZ 1.4 108

340 punαzzIadditiveIallVatomIforceIfieldIforIaldopentofuranosesUImethylValdopentofuranosidesUIandI
fructofuranoseWIJournalfoffPhysicalfChemistryfBUI2009UIZZ]UIZ[accVdc 3.4 107

339 vnclusionIofImanyVbodyIeffectsIinItheIadditiveIpunαzzIproteinIpzn−IpotentialIresultsIinI
enhancedIcooperativityIofI˛–VhelixIandI˛†VhairpinIformationWIBiophysicalfJournalUI2012UIZY]UIZYabVbZ 2.9 105

338 qevelopmentIofIpunαzzIpolarizableIforceIfieldIforInucleicIacidIbasesIbasedIonItheIclassicalI
qrudeIoscillatorImodelWIJournalfoffPhysicalfChemistryfBUI2011UIZZbUIbeYVfc 3.4 105

337 qevelopmentIofIaIpolarizableIintermolecularIpotentialIfunctionIQ−v−sRIforIliquidIamidesIandI
alkanesWIJournalfoffChemicalfTheoryfandfComputationUI2007UI]UIZedeVZeef 6.4 102

336 vdentificationIofInovelIextracellularIsignalVregulatedIkinaseIdockingIdomainIinhibitorsWIJournalfoff
MedicinalfChemistryUI2005UIaeUIabecVfb 8.3 98

335 vntrinsicIconformationalIenergeticsIassociatedIwithItheIglycosylItorsionIinIq–ngIaIquantumI
mechanicalIstudyWIBiophysicalfJournalUI2002UIe[UIZbbaVcf 2.9 98

334 sorceIfieldIdevelopmentIandIsimulationsIofIintrinsicallyIdisorderedIproteinsWICurrentfOpinionfinf
StructuralfBiologyUI2018UIaeUIaYVae 8.1 98

333 punαzzVtδvI−qoImanipulatorIforIadvancedImodelingIandIsimulationsIofIproteinsIcontainingI
nonstandardIresiduesWIAdvancesfinfProteinfChemistryfandfStructuralfBiologyUI2014UIfcUI[]bVcb 5.3 96

332 −arametrizationIofIhalogenIbondsIinItheIpunαzzIgeneralIforceIfieldgIvmprovedItreatmentIofI
ligandVproteinIinteractionsWIBioorganicfandfMedicinalfChemistryUI2016UI[aUIaeZ[Vae[b 3.4 95

331 −ointImutationIrZYffxIinIzzβrγX–βq[IenhancesIitsImethyltranferaseIactivityIandIleadsItoIalteredI
globalIchromatinImethylationIinIlymphoidImalignanciesWILeukemiaUI2014UI[eUIZfeV[YZ 10.7 95

330 βixVsiteIpolarizableImodelIofIwaterIbasedIonItheIclassicalIqrudeIoscillatorWIJournalfoffChemicalf
PhysicsUI2013UIZ]eUIY]abYe 3.9 92

329 nctiveIsiteIofIhumanIliverIaldehydeIdehydrogenaseWIBiochemistryUI1987UI[cUIbcdfVea 3.2 92

AlexandersDsMackerell

6



328 αationallyIdesignedIopycIinhibitorsItargetIactivatedIoIcellIdiffuseIlargeIoIcellIlymphomaWIJournalfoff
ClinicalfInvestigationUI2016UIZ[cUI]]bZVc[ 15.9 92

327 zanyVbodyIpolarizationIeffectsIandItheImembraneIdipoleIpotentialWIJournalfoffthefAmericanf
ChemicalfSocietyUI2009UIZ]ZUI[dcYVZ 16.4 90

326 nutomatedIconformationalIenergyIfittingIforIforceVfieldIdevelopmentWIJournalfoffMolecularf
ModelingUI2008UIZaUIccdVdf 2 90

325 −rogressItowardIchemicalIaccuracyIinItheIcomputerIsimulationIofIcondensedIphaseIreactionsWI
ProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaUI1996UIf]UI]cfeVdY] 11.5 89

324 nIsmallImoleculeIagonistIofIrphn[IreceptorItyrosineIkinaseIinhibitsItumorIcellImigrationIinIvitroI
andIprostateIcancerImetastasisIinIvivoWIPLoSfONEUI2012UIdUIea[Z[Y 3.7 88

323 βimulationIstudyIofIionIpairingIinIconcentratedIaqueousIsaltIsolutionsIwithIaIpolarizableIforceIfieldWI
FaradayfDiscussionsUI2013UIZcYUIZ]bVafhIdiscussionI[YdV[a 3.6 86

322 γheIrxpandingIαoleIofItheIopycIOncoproteinIasIaIpancerIγherapeuticIγargetWIClinicalfCancerf
ResearchUI2017UI[]UIeebVef] 12.9 85

321 αeproducingIcrystalIbindingImodesIofIligandIfunctionalIgroupsIusingIβiteVvdentificationIbyIyigandI
pompetitiveIβaturationIQβvypβRIsimulationsWIJournalfoffChemicalfInformationfandfModelingUI2011UIbZUIeddVfc6.1 85

320 pombinedIabIinitioXempiricalIapproachIforIoptimizationIofIyennardVwonesIparametersIforI
polarVneutralIcompoundsWIJournalfoffComputationalfChemistryUI2002UI[]UIZffV[Z] 3.5 84

319 vnfluenceIofIzagnesiumIvonsIonIquplexIq–nIβtructuralUIqynamicUIandIβolvationI−ropertiesWIJournalf
offPhysicalfChemistryfBUI1997UIZYZUIcacVcbY 3.4 82

318 vdentificationIandIcharacterizationIofIsmallImoleculeIinhibitorsIofItheIcalciumVdependentI
βZYYoVpb]ItumorIsuppressorIinteractionWIJournalfoffMedicinalfChemistryUI2004UIadUIbYebVf] 8.3 82

317 punαzzIndditiveInllVntomIsorceIsieldIforI−hosphateIandIβulfateIyinkedItoIparbohydratesWI
JournalfoffChemicalfTheoryfandfComputationUI2012UIeUIdbfVddc 6.4 81

316 vnhibitionIofIγyα[IsignalingIbyIsmallImoleculeIinhibitorsItargetingIaIpocketIwithinItheIγyα[IγvαI
domainWIProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaUI2015UIZZ[UIbabbVcY11.5 80

315 vnclusionIofImultipleIfragmentItypesIinItheIsiteIidentificationIbyIligandIcompetitiveIsaturationI
QβvypβRIapproachWIJournalfoffChemicalfInformationfandfModelingUI2013UIb]UI]]eaVfe 6.1 79

314 puXpiIinteractionsIinvolvingIaromaticIaminoIacidsgIrefinementIofItheIpunαzzItryptophanIforceI
fieldWIJournalfoffComputationalfChemistryUI2005UI[cUIZab[Vc] 3.5 78

313 pomputationalIidentificationIofIinhibitorsIofIproteinVproteinIinteractionsWICurrentfTopicsfinf
MedicinalfChemistryUI2007UIdUIc]Ve[ 3 77

312 vmportanceIofIattractiveIvanIderIπaalsIcontributionIinIempiricalIenergyIfunctionImodelsIforItheI
heatIofIvaporizationIofIpolarIliquidsWIThefJournalfoffPhysicalfChemistryUI1991UIfbUIZYbbfVZYbcY 76

311 vsIarginineIchargedIinIaImembranelWIBiophysicalfJournalUI2008UIfaUIyZZV] 2.9 74

(2008-2016)

7



310 pomputationalIapproachesIforIinvestigatingIbaseIflippingIinIoligonucleotidesWIChemicalfReviewsUI
2006UIZYcUIaefVbYb 68.1 73

309 ponformationalI−ropertiesIofItheIqeoxyriboseIandIαiboseIzoietiesIofI–ucleicIncidsgIInIQuantumI
zechanicalIβtudyWIJournalfoffPhysicalfChemistryfBUI1998UIZY[UIcccfVccde 3.4 71

308 βtructureUIforceUIandIenergyIofIaIdoubleVstrandedIq–nIoligonucleotideIunderItensileIloadsWI
EuropeanfBiophysicsfJournalUI1999UI[eUIaZbV[c 1.9 71

307
γheInovelIou]I˛–VhelixImimeticIwχVZVZYcIinducesIapoptosisIinIaIsubsetIofIcancerIcellsIQlungIcancerUI
colonIcancerIandImesotheliomaRIbyIdisruptingIoclVxyIandIzclVZIproteinVproteinIinteractionsIwithI
oakWIMolecularfCancerUI2013UIZ[UIa[

42.1 69

306 nIpiα–nVlikeIsmallIα–nIinteractsIwithIandImodulatesIpVrαzIproteinsIinIhumanIsomaticIcellsWI
NaturefCommunicationsUI2015UIcUId]Zc 17.4 68

305
pompetitionIamongIyiQTRUI–aQTRUIxQTRUIandIαbQTRImonovalentIionsIforIq–nIinImolecularIdynamicsI
simulationsIusingItheIadditiveIpunαzz]cIandIqrudeIpolarizableIforceIfieldsWIJournalfoffPhysicalf
ChemistryfBUI2015UIZZfUIaa[eVaY

3.4 66

304 nbIinitioIconformationalIanalysisIofInucleicIacidIcomponentsgIintrinsicIenergeticIcontributionsItoI
nucleicIacidIstructureIandIdynamicsWIBiopolymersUI2001UIcZUIcZVdc 2.2 65

303 zolecularIsimulationsIofIdodecylV˛†VmaltosideImicellesIinIwatergIinfluenceIofItheIheadgroupI
conformationIandIforceIfieldIparametersWIJournalfoffPhysicalfChemistryfBUI2011UIZZbUIaedVff 3.4 64

302 qrudeI−olarizableIsorceIsieldIforIzolecularIqynamicsIβimulationsIofIβaturatedIandIδnsaturatedI
ψwitterionicIyipidsWIJournalfoffChemicalfTheoryfandfComputationUI2017UIZ]UIab]bVabb[ 6.4 63

301 qoIualogenVuydrogenIoondIqonorIvnteractionsIqominateItheIsavorableIpontributionIofIualogensI
toIyigandV−roteinIoindinglWIJournalfoffPhysicalfChemistryfBUI2017UIZ[ZUIceZ]Vce[Z 3.4 63

300 pomputationalIevaluationIofIproteinVsmallImoleculeIbindingWICurrentfOpinionfinfStructuralfBiologyUI
2009UIZfUIbcVcZ 8.1 63

299 oalancingItheIinteractionsIofIionsUIwaterUIandIq–nIinItheIqrudeIpolarizableIforceIfieldWIJournalfoff
PhysicalfChemistryfBUI2014UIZZeUIcda[Vbd 3.4 62

298 −olarizableIempiricalIforceIfieldIforInitrogenVcontainingIheteroaromaticIcompoundsIbasedIonItheI
classicalIqrudeIoscillatorWIJournalfoffComputationalfChemistryUI2009UI]YUIZe[ZV]e 3.5 62

297 δreaIdestabilizesIα–nIbyIformingIstackingIinteractionsIandImultipleIhydrogenIbondsIwithInucleicI
acidIbasesWIJournalfoffthefAmericanfChemicalfSocietyUI2009UIZ]ZUIZddbfVcZ 16.4 62

296 vnductionIofIpeptideIbondIdipolesIdrivesIcooperativeIhelixIformationIinItheIQnnQnnR]IpeptideWI
BiophysicalfJournalUI2014UIZYdUIffZVd 2.9 60

295 vmplementationIofIextendedIyagrangianIdynamicsIinItαOznpβIforIpolarizableIsimulationsIusingI
theIclassicalIqrudeIoscillatorImodelWIJournalfoffComputationalfChemistryUI2015UI]cUIZad]Vf 3.5 60

294 vdentificationIandIvalidationIofIhumanIq–nIligaseIinhibitorsIusingIcomputerVaidedIdrugIdesignWI
JournalfoffMedicinalfChemistryUI2008UIbZUIabb]Vc[ 8.3 60

293 pomputationalIligandVbasedIrationalIdesigngIαoleIofIconformationalIsamplingIandIforceIfieldsIinI
modelIdevelopmentWIMedChemCommUI2011UI[UI]bcV]dY 5 58
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292 −olarizabilityIrescalingIandIatomVbasedIγholeIscalingIinItheIpunαzzIqrudeIpolarizableIforceIfieldI
forIethersWIJournalfoffMolecularfModelingUI2010UIZcUIbcdVdc 2 58

291 γheIoiosragmentIqatabaseIQosqbRgInnIopenVdataIplatformIforIcomputationalIchemistryIanalysisIofI
noncovalentIinteractionsWIJournalfoffChemicalfPhysicsUI2017UIZadUIZcZd[d 3.9 57

290 –ovelIyααx[Itγ−VbindingIinhibitorsIreducedIdegenerationIinI−arkinsonPsIdiseaseIcellIandImouseI
modelsWIHumanfMolecularfGeneticsUI2014UI[]UIc[Z[V[[ 5.6 57

289
vdentificationIofInonVphosphateVcontainingIsmallImolecularIweightIinhibitorsIofItheItyrosineIkinaseI
pbcIyckIβu[IdomainIviaIinIsilicoIscreeningIagainstItheIpχITI]IbindingIsiteWIJournalfoffMedicinalf
ChemistryUI2004UIadUI]bY[VZZ

8.3 57

288 zolecularImechanicsWICurrentfPharmaceuticalfDesignUI2014UI[YUI][eZVf[ 3.3 57

287 [qIconformationallyIsampledIpharmacophoregIaIligandVbasedIpharmacophoreItoIdifferentiateI
deltaIopioidIagonistsIfromIantagonistsWIJournalfoffthefAmericanfChemicalfSocietyUI2003UIZ[bUI]ZYZVd 16.4 56

286 −olarizableIempiricalIforceIfieldIforIhexopyranoseImonosaccharidesIbasedIonItheIclassicalIqrudeI
oscillatorWIJournalfoffPhysicalfChemistryfBUI2015UIZZfUIc]dVb[ 3.4 55

285 pontributionIofItheI−hosphodiesterIoackboneIandItlycosylIyinkageIvntrinsicIγorsionalIrnergeticsI
toIq–nIβtructureIandIqynamicsWIJournalfoffPhysicalfChemistryfBUI1999UIZY]UIZYfbbVZYfca 3.4 54

284 αelaxationIofItheIrigidIbackboneIofIanIoligoamideVfoldamerVbasedI˛–VhelixImimeticgIidentificationIofI
potentIoclVxyIinhibitorsWIOrganicfandfBiomolecularfChemistryUI2012UIZYUI[f[eV]] 3.9 53

283 βmallVmoleculeIinhibitorsIofItheIrαxIsignalingIpathwaygIγowardsInovelIanticancerItherapeuticsWI
ChemMedChemUI2011UIcUI]eVae 3.7 53

282 αobustnessIinItheIfittingIofImolecularImechanicsIparametersWIJournalfoffComputationalfChemistryUI
2015UI]cUIZYe]VZYZ 3.5 52

281 γargetingIofIanIinterruptedIpolypurinegpolypyrimidineIsequenceIinImammalianIcellsIbyIaI
triplexVformingIoligonucleotideIcontainingIaInovelIbaseIanalogueWIBiochemistryUI2010UIafUIdecdVde 3.2 52

280 αoleIofItheIadenineIligandIonItheIstabilizationIofItheIsecondaryIandItertiaryIinteractionsIinItheI
adenineIriboswitchWIJournalfoffMolecularfBiologyUI2010UI]fcUIZa[[V]e 6.5 51

279 γargetingI–nqIbiosynthesisIinIbacterialIpathogensgIβtructureVbasedIdevelopmentIofIinhibitorsIofI
nicotinateImononucleotideIadenylyltransferaseI–adqWIChemistryfandfBiologyUI2009UIZcUIeafVcZ 51

278 phapterIZIponsiderationsIforIyipidIsorceIsieldIqevelopmentWICurrentfTopicsfinfMembranesUI2008UIZVae 2.2 51

277 pharacterizationIofInγ−VindependentIrαxIinhibitorsIidentifiedIthroughIinIsilicoIanalysisIofItheI
activeIrαx[IstructureWIBioorganicfandfMedicinalfChemistryfLettersUI2006UIZcUIc[eZVd 2.9 51

276 ntomisticIsimulationIstudyIofIlinearIalkylbenzeneIsulfonatesIatItheIwaterXairIinterfaceWIJournalfoff
PhysicalfChemistryfBUI2010UIZZaUIfdedVfa 3.4 49

275 vnfluenceIofIsolventIandIintramolecularIhydrogenIbondingIonItheIconformationalIpropertiesIofI
oVlinkedIglycopeptidesWIJournalfoffPhysicalfChemistryfBUI2011UIZZbUIZZ[ZbV[f 3.4 49

(2011-2010)
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274
βamplingIofIOrganicIβolutesIinInqueousIandIueterogeneousIrnvironmentsIδsingIOscillatingIrxcessI
phemicalI−otentialsIinItrandIpanonicalVlikeIzonteIparloVzolecularIqynamicsIβimulationsWIJournalf
offChemicalfTheoryfandfComputationUI2014UIZYUI[[eZV[[fY

6.4 48

273 −harmacophoreImodelingIusingIsiteVidentificationIbyIligandIcompetitiveIsaturationIQβvypβRIwithI
multipleIprobeImoleculesWIJournalfoffChemicalfInformationfandfModelingUI2015UIbbUIaYdV[Y 6.1 48

272 qivalentImetalIionIcomplexesIofIβZYYoIinItheIabsenceIandIpresenceIofIpentamidineWIJournalfoff
MolecularfBiologyUI2008UI]e[UIbcVd] 6.5 48

271 nlteredIstructuralIfluctuationsIinIduplexIα–nIversusIq–ngIaIconformationalIswitchIinvolvingIbaseI
pairIopeningWINucleicfAcidsfResearchUI2003UI]ZUIdZ]ZVaY 20.1 48

270 nnIabIvnitioIQuantumIzechanicalIβtudyIofIuydrogenVoondedIpomplexesIofIoiologicalIvnterestWI
JournalfoffPhysicalfChemistryfAUI2002UIZYcUIde[YVde[d 2.8 48

269
−olarizableIsorceIsieldIforIq–nIoasedIonItheIplassicalIqrudeIOscillatorgIvWIαefinementIδsingI
QuantumIzechanicalIoaseIβtackingIandIponformationalIrnergeticsWIJournalfoffChemicalfTheoryfandf
ComputationUI2017UIZ]UI[Yb]V[YdZ

6.4 47

268 vnducedI−olarizationIvnfluencesItheIsundamentalIsorcesIinIq–nIoaseIslippingWIJournalfoffPhysicalf
ChemistryfLettersUI2014UIbUI[YddV[Ye] 6.4 47

267 oindingIresponsegIaIdescriptorIforIselectingIligandIbindingIsiteIonIproteinIsurfacesWIJournalfoff
ChemicalfInformationfandfModelingUI2007UIadUI[]Y]VZb 6.1 47

266
δseIofIOligodeoxyribonucleotidesIwithIponformationallyIponstrainedInbasicIβugarIγargetsIγoI
−robeItheIzechanismIofIoaseIslippingIbyIuhavIq–nIQpytosineIpbRVmethyltransferaseWIJournalfoffthef
AmericanfChemicalfSocietyUI2000UIZ[[UIZ[a[[VZ[a]a

16.4 47

265 zolecularIdynamicsIsimulationsIofIribonucleaseIγZgIanalysisIofItheIeffectIofIsolventIonItheI
structureUIfluctuationsUIandIactiveIsiteIofItheIfreeIenzymeWIBiochemistryUI1988UI[dUIabadVbc 3.2 47

264 −olarizableIsorceIsieldIforIq–nIoasedIonItheIplassicalIqrudeIOscillatorgIvvWIzicrosecondIzolecularI
qynamicsIβimulationsIofIquplexIq–nWIJournalfoffChemicalfTheoryfandfComputationUI2017UIZ]UI[Yd[V[Yeb6.4 46

263 βiteVvdentificationIbyIyigandIpompetitiveIβaturationIQβvypβRIassistedIpharmacophoreImodelingWI
JournalfoffComputertAidedfMolecularfDesignUI2014UI[eUIafZVbYd 4.2 46

262 nbIvnitioIpalculationsIonItheIδseIofIueliumIandI–eonIasI−robesIofItheIvanIderIπaalsIβurfacesIofI
zoleculesWIThefJournalfoffPhysicalfChemistryUI1996UIZYYUI[beeV[bfc 46

261 ponformationallyIsampledIpharmacophoreIforIpeptidicIdeltaIopioidIligandsWIJournalfoffMedicinalf
ChemistryUI2005UIaeUIddd]VeY 8.3 46

260 −olarizableIempiricalIforceIfieldIforIacyclicIpolyalcoholsIbasedIonItheIclassicalIqrudeIoscillatorWI
BiopolymersUI2013UIffUId[aV]e 2.2 45

259 nbIinitioImodelingIofIglycosylItorsionsIandIanomericIeffectsIinIaImodelIcarbohydrategI[VethoxyI
tetrahydropyranWIBiophysicalfJournalUI2007UIf]UIZVZY 2.9 45

258 QVRV]IbetaVβubstitutedIecgonineImethylIestersIasIinhibitorsIforIcocaineIbindingIandIdopamineI
uptakeWIJournalfoffMedicinalfChemistryUI1998UIaZUIecaVdc 8.3 45

257 αibosomeVγemplatedInzideVnlkyneIpycloadditionsgIβynthesisIofI−otentIzacrolideInntibioticsIbyIvnI
βituIplickIphemistryWIJournalfoffthefAmericanfChemicalfSocietyUI2016UIZ]eUI]Z]cVaa 16.4 43
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256 pomparingIsimulatedIandIexperimentalItranslationIandIrotationIconstantsgIrangeIofIvalidityIforI
viscosityIscalingWIJournalfoffPhysicalfChemistryfBUI2010UIZZaUIZ[bYZVd 3.4 43

255 vnfluenceIofIconformationIonItheIr−αIspectrumIofIbUbVdimethylVZVhydroperoxyVZVpyrrolidinyloxylgIaI
spinItrappedIadductIofIsuperoxideWIJournalfoffOrganicfChemistryUI2004UIcfUIZ][ZV]Y 4.2 43

254 −olarizableIforceIfieldIforIα–nIbasedIonItheIclassicalIdrudeIoscillatorWIJournalfoffComputationalf
ChemistryUI2018UI]fUI[c[aV[cac 3.5 43

253 ponformationalIpropertiesIofImethylI˛†VmaltosideIandImethylI˛–VIandI˛†VcellobiosideIdisaccharidesWI
JournalfoffPhysicalfChemistryfBUI2011UIZZbUIbfdVcYe 3.4 42

252 −olarizableIempiricalIforceIfieldIforIsulfurVcontainingIcompoundsIbasedIonItheIclassicalIqrudeI
oscillatorImodelWIJournalfoffComputationalfChemistryUI2010UI]ZUI[]]YVaZ 3.5 42

251
βtructuralIpharacterizationIofItheI−hosphotyrosineIoindingIαegionIofIaIuighVnffinityIβu[I
qomainâ��−hosphopeptideIpomplexIbyIzolecularIqynamicsIβimulationIandIphemicalIβhiftI
palculationsWIJournalfoffthefAmericanfChemicalfSocietyUI1996UIZZeUIZZ[cbVZZ[dd

16.4 42

250 −roteinIdynamicsWInItimeVresolvedIfluorescenceUIenergeticIandImolecularIdynamicsIstudyIofI
ribonucleaseIγZWIBiophysicalfChemistryUI1987UI[cUI[adVcZ 3.5 42

249 γurningIdefenseIintoIoffensegIdefensinImimeticsIasInovelIantibioticsItargetingIlipidIvvWIPLoSf
PathogensUI2013UIfUIeZYY]d][ 7.6 41

248
yesionIprocessingIbyIaIrepairIenzymeIisIseverelyIcurtailedIbyIresiduesIneededItoIpreventIaberrantI
activityIonIundamagedIq–nWIProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoff
AmericaUI2012UIZYfUIeYfZVc

11.5 41

247 zappingIfunctionalIgroupIfreeIenergyIpatternsIatIproteinIoccludedIsitesgInuclearIreceptorsIandI
tVproteinIcoupledIreceptorsWIJournalfoffChemicalfInformationfandfModelingUI2015UIbbUIdYYVe 6.1 40

246
oaseIslippingIinIaItptpIpontainingIq–nIqodecamergIInIpomparativeIβtudyIofItheI−erformanceIofI
theI–ucleicIncidIsorceIsieldsUIpunαzzUInzorαUIandIozβWIJournalfoffChemicalfTheoryfandf
ComputationUI2006UI[UIZedV[YY

6.4 40

245 pomputationIofItheIinfluenceIofIchemicalIsubstitutionIonItheIpxIaIofIpyridineIusingIsemiempiricalI
andIabIinitioImethodsWITheoreticalfChemistryfAccountsUI2000UIZY]UIae]Vafa 1.9 40

244 qifferentialIvmpactIofItheIzonovalentIvonsIyiTUI–aTUIxTUIandIαbTIonIq–nIponformationalI
−ropertiesWIJournalfoffPhysicalfChemistryfLettersUI2015UIcUI[Z[Vc 6.4 39

243 ponformationalIpropertiesIofI˛–VIorI˛†VQZVkcRVlinkedIoligosaccharidesgIuamiltonianIreplicaIexchangeI
zqIsimulationsIandI–zαIexperimentsWIJournalfoffPhysicalfChemistryfBUI2014UIZZeUI[ebZVdZ 3.4 38

242 δnusualIsequenceIeffectsIonInucleotideIexcisionIrepairIofIarylamineIlesionsgIq–nI
bendingXdistortionIasIaIprimaryIrecognitionIfactorWINucleicfAcidsfResearchUI2013UIaZUIecfVeY 20.1 38

241 punαzzIforceIfieldIparametersIforIsimulationIofIreactiveIintermediatesIinInativeIandI
thioVsubstitutedIribozymesWIJournalfoffComputationalfChemistryUI2007UI[eUIafbVbYd 3.5 38

240 vdentificationIofIuvμVZIintegraseIinhibitorsIviaIthreeVdimensionalIdatabaseIsearchingIusingInβμIandI
uvμVZIintegrasesIasItargetsWIBioorganicfandfMedicinalfChemistryUI2000UIeUI[]ebVfe 3.4 38

239 γheIβmallIzoleculeIvzαVZIvnhibitsItheI–otchIγranscriptionalInctivationIpomplexItoIβuppressI
γumorigenesisWICancerfResearchUI2016UIdcUI]bf]VcY] 10.1 38

(2016-2010)
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238 vodobenzeneVpatalyzedIβynthesisIofI−henanthridinonesIviaIOxidativeIpVuInmidationWIJournalfoff
OrganicfChemistryUI2017UIe[UI]befV]bfc 4.2 36

237 ndditiveIpunαzzIforceIfieldIforInaturallyIoccurringImodifiedIribonucleotidesWIJournalfoff
ComputationalfChemistryUI2016UI]dUIefcVfZ[ 3.5 36

236 βynthesisUImodelingUIandIpharmacologicalIevaluationIofIδzoIa[bUIaImixedI˛…IagonistX˛·IantagonistI
opioidIanalgesicIwithIreducedItoleranceIliabilitiesWIACSfChemicalfNeuroscienceUI2013UIaUIZ[bcVcc 5.7 36

235 nmphipathicI˛–VhelixImimeticsIbasedIonIaIZU[VdiphenylacetyleneIscaffoldWIOrganicfLettersUI2013UIZbUI][]aVd6.2 36

234
vdentificationIofIsmallImolecularIweightIinhibitorsIofIβrcIhomologyI[IdomainVcontainingItyrosineI
phosphataseI[IQβu−V[RIviaIinIsilicoIdatabaseIscreeningIcombinedIwithIexperimentalIassayWIJournalf
offMedicinalfChemistryUI2008UIbZUId]fcVaYa

8.3 36

233 –zαIiminoIprotonIexchangeIexperimentsIonIduplexIq–nIprimarilyImonitorItheIopeningIofIpurineI
basesWIJournalfoffthefAmericanfChemicalfSocietyUI2006UIZ[eUIcdeVf 16.4 36

232 paughtIinItheIactgIvisualizationIofIanIintermediateIinItheIq–nIbaseVflippingIpathwayIinducedIbyI
uhavImethyltransferaseWINucleicfAcidsfResearchUI2004UI][UI]eddVec 20.1 36

231 ntomisticIviewIofIbaseIflippingIinIq–nWIPhilosophicalfTransactionsfSeriesfAsfMathematicalsfPhysicalsf
andfEngineeringfSciencesUI2004UI]c[UIZa]fVcY 3 35

230 βtructureVbasedIdesignIofI–VsubstitutedIZVhydroxyVaVsulfamoylV[VnaphthoatesIasIselectiveI
inhibitorsIofItheIzclVZIoncoproteinWIEuropeanfJournalfoffMedicinalfChemistryUI2016UIZZ]UI[d]Vf[ 6.8 34

229 −rotonIandIuydrideIγransfersIinIβolutiongIIuybridIQzXzzIsreeIrnergyI−erturbationIβtudyWIThef
JournalfoffPhysicalfChemistryUI1996UIZYYUIaaccVaadb 34

228 vnhibitionIofItheIbacterialIhemeIoxygenasesIfromI−seudomonasIaeruginosaIandI–eisseriaI
meningitidisgInovelIantimicrobialItargetsWIJournalfoffMedicinalfChemistryUI2007UIbYUI]eYaVZ] 8.3 34

227 uumanImitochondrialIaldehydeIdehydrogenaseIinhibitionIbyIdiethyldithiocarbamicIacidI
methanethiolImixedIdisulfidegIaIderivativeIofIdisulfiramWIFEBSfLettersUI1985UIZdfUIddVeZ 3.8 34

226 γargetingIproteinItyrosineIphosphataseIβu−[IforItheItreatmentIofI−γ−–ZZVassociatedI
malignanciesWIMolecularfCancerfTherapeuticsUI2013UIZ[UIZd]eVae 6.1 33

225 uoloV–iQvvRup–ikαIisIanIasymmetricItetramerIcontainingItwoIdifferentInickelVbindingIsitesWIJournalf
offthefAmericanfChemicalfSocietyUI2010UIZ][UIZaaadVbc 16.4 33

224 zappingItheIqrudeIpolarizableIforceIfieldIontoIaImultipoleIandIinducedIdipoleImodelWIJournalfoff
ChemicalfPhysicsUI2017UIZadUIZcZdY[ 3.9 32

223 oalancingItargetIflexibilityIandItargetIdenaturationIinIcomputationalIfragmentVbasedIinhibitorI
discoveryWIJournalfoffComputationalfChemistryUI2012UI]]UIZeeYVfZ 3.5 32

222 qesignIofIvnhibitorsIforIβZYYoWICurrentfTopicsfinfMedicinalfChemistryUI2005UIbUIZYf]VZYe 3 32

221 βmallImoleculesIboundItoIuniqueIsitesIinItheItargetIproteinIbindingIcleftIofIcalciumVboundIβZYYoI
asIcharacterizedIbyInuclearImagneticIresonanceIandIφVrayIcrystallographyWIBiochemistryUI2009UIaeUIc[Y[VZ[3.2 31
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220 yipopolysaccharideImembraneIbuildingIandIsimulationWIMethodsfinfMolecularfBiologyUI2015UIZ[d]UI]fZVaYc1.4 31

219 −olarizableIrmpiricalIsorceIsieldIforIualogenVpontainingIpompoundsIoasedIonItheIplassicalIqrudeI
OscillatorWIJournalfoffChemicalfTheoryfandfComputationUI2018UIZaUIZYe]VZYfe 6.4 30

218 QuantitativeIconformationallyIsampledIpharmacophoreIforIdeltaIopioidIligandsgIreevaluationIofI
hydrophobicImoietiesIessentialIforIbiologicalIactivityWIJournalfoffMedicinalfChemistryUI2007UIbYUIZdffVeYf8.3 30

217 βpecificityIinIproteinVq–nIinteractionsgIenergeticIrecognitionIbyItheI
QcytosineVpbRVmethyltransferaseIfromIuhavWIJournalfoffMolecularfBiologyUI2005UI]abUI[cbVda 6.5 30

216 zolecularIdynamicsIsimulationsIofIribonucleaseIγZgIcomparisonIofItheIfreeIenzymeIandItheI[PI
tz−VenzymeIcomplexWIProteins:fStructuresfFunctionfandfBioinformaticsUI1989UIcUI[YV]Z 4.2 30

215 zolecularImodelingIandIdynamicsIofIneuropeptideIχWIJournalfoffComputertAidedfMolecularfDesignUI
1988UI[UIbbVc] 4.2 30

214 xirkwoodVouffIanalysisIofIaqueousI–VmethylacetamideIandIacetamideIsolutionsImodeledIbyItheI
punαzzIadditiveIandIqrudeIpolarizableIforceIfieldsWIJournalfoffChemicalfPhysicsUI2013UIZ]fUIYeabYf 3.9 29

213 βiteVβpecificIsragmentIvdentificationItuidedIbyIβingleVβtepIsreeIrnergyI−erturbationIpalculationsWI
JournalfoffChemicalfTheoryfandfComputationUI2012UIeUI]bZ]V]b[b 6.4 29

212
αeevaluationIofIstereoelectronicIcontributionsItoItheIconformationalIpropertiesIofItheI
phosphodiesterIandI–]PVphosphoramidateImoietiesIofInucleicIacidsWIJournalfoffthefAmericanf
ChemicalfSocietyUI2001UIZ[]UIcdadVbb

16.4 29

211 vmprovingItheIsorceIsieldIqescriptionIofIγyrosineVpholineIpationVˇ�IvnteractionsgIQzIvnvestigationI
ofI−henolV–QzeRIvnteractionsWIJournalfoffChemicalfTheoryfandfComputationUI2016UIZ[UIbbebVbbfb 6.4 29

210
oalancingItheIvnteractionsIofIzgIinInqueousIβolutionIandIwithI–ucleicIncidIzoietiesIsorIaI
−olarizableIsorceIsieldIoasedIonItheIplassicalIqrudeIOscillatorIzodelWIJournalfoffPhysicalfChemistryf
BUI2016UIZ[YUIZZa]cVZZaae

3.4 28

209 punαzzIqrudeI−olarizableIsorceIsieldIforInldopentofuranosesIandIzethylValdopentofuranosidesWI
JournalfoffPhysicalfChemistryfBUI2015UIZZfUIdeacVbf 3.4 28

208 pharacterizationIofIrαxIdockingIdomainIinhibitorsIthatIinduceIapoptosisIbyItargetingIαskVZIandI
caspaseVfWIBMCfCancerUI2011UIZZUId 4.8 28

207 QuantumImechanicalIanalysisIofIZU[VethanediolIconformationalIenergeticsIandIhydrogenIbondingWI
JournalfoffPhysicalfChemistryfAUI2006UIZZYUIff]aVf 2.8 28

206 nnalysisIofIstructureVfunctionIrelationshipsIofIneuropeptideIχIusingImolecularIdynamicsI
simulationsIandIpharmacologicalIactivityIandIbindingImeasurementsWIRegulatoryfPeptidesUI1989UI[bUI[fbV]Z] 28

205 oromoacetophenoneIasIanIaffinityIreagentIforIhumanIliverIaldehydeIdehydrogenaseWIBiochemistryUI
1986UI[bUIbZe[Vf 3.2 28

204 qelineatingItheIconformationalIflexibilityIofItrisaccharidesIfromI–zαIspectroscopyIexperimentsI
andIcomputerIsimulationsWIPhysicalfChemistryfChemicalfPhysicsUI2016UIZeUIZeddcVfa 3.6 28

203 OptimizationIandIrvaluationIofIβiteVvdentificationIbyIyigandIpompetitiveIβaturationIQβvypβRIasIaI
γoolIforIγargetVoasedIyigandIOptimizationWIJournalfoffChemicalfInformationfandfModelingUI2019UIbfUI]YZeV]Y]b6.1 27

(2019-2015)
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202 −olarizableIsorceIsieldIforIzolecularIvonsIoasedIonItheIplassicalIqrudeIOscillatorWIJournalfoff
ChemicalfInformationfandfModelingUI2018UIbeUIff]VZYYa 6.1 27

201
ponformationalIsamplingIofIoligosaccharidesIusingIuamiltonianIreplicaIexchangeIwithI
twoVdimensionalIdihedralIbiasingIpotentialsIandItheIweightedIhistogramIanalysisImethodIQπunzRWI
JournalfoffChemicalfTheoryfandfComputationUI2015UIZZUIdeeVff

6.4 27

200 βtructuralImechanismIassociatedIwithIdomainIopeningIinIgainVofVfunctionImutationsIinIβu−[I
phosphataseWIProteins:fStructuresfFunctionfandfBioinformaticsUI2011UIdfUIZbd]Vee 4.2 27

199 pontributionIofItheIintrinsicImechanicalIenergyIofItheIphosphodiesterIlinkageItoItheIrelativeI
stabilityIofItheInUIovUIandIovvIformsIofIduplexIq–nWIJournalfoffPhysicalfChemistryfBUI2009UIZZ]UI][]bVaa 3.4 27

198 βtructureVbasedIinhibitorIdesignItargetingIuvμVZIintegraseWICurrentfDrugfTargetsfInfectiousf
DisordersUI2002UI[UI[ZdV]a 27

197 OptimizedIyennardVwonesI−arametersIforIqruglikeIβmallIzoleculesWIJournalfoffChemicalfTheoryfandf
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