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l Paper IF Citations

564 yodulationJofJmmyloidW`]JoonformationJbyJβmallJyoleculesJγhroughJzonspecificJnindingXJ

563 telicalJβtructureJofJαecombinantJyelittinXJ

562 umportanceJofJtheJrorceJrieldJohoiceJinJoapturingJrunctionallyJαelevantJpynamicsJinJtheJvonJ
WillebrandJractorXJ

561 qvolutionJandJpistributionJofJocoyclitolJβynthasesJinJ rokaryotesJandJqukaryotesXJ

560 σsingJvWcouplingJconstantsJforJforceJfieldJvalidationfJapplicationJtoJheptaWalanineXJ2011VJ[[aVJ[a]][Wc 20

559 –ldJfriendsJinJnewJguisefJrepositioningJofJknownJdrugsJwithJstructuralJbioinformaticsXJ2011VJ[]VJ_[]W]b 106

558 yultiWscaleJgeneticJdynamicJmodellingJuJfJanJalgorithmJtoJcomputeJgeneratorsXJ2011VJ[_ZVJ[baWd] 2

557 unJsilicoJmodelingJofJtheJstaphylococcalJbacteriophageWderivedJpeptidaseJotm RwSXJ2011VJ[VJ[edW]Zb 8

556 γheJ]Z[[JzucleicJmcidsJαesearchJpatabaseJussueJandJtheJonlineJyolecularJniologyJpatabaseJ
oollectionXJNucleicvAcidsvResearchVJ2011VJ_eVJp[Wb 20.1 60

555 mreJlongWrangeJstructuralJcorrelationsJbehindJtheJaggregrationJphenomenaJofJpolyglutamineJ
diseaseskXJ2012VJdVJe[ZZ]aZ[ 14

554 mJnewJstructuralJmodelJofJtheJacidWlabileJsubunitfJpathogeneticJmechanismsJofJshortJ
statureWcausingJmutationsXJ2012VJ`eVJ][_W]Z 12

553 βystematicJanalysisJofJmetalloW˛†WlactamasesJusingJanJautomatedJdatabaseXJ2012VJabVJ_`d[We[ 37

552 cc pnfJcompilationJandJcreationJofJdataJsetsJfromJ roteinJpataJnankXJNucleicvAcidsvResearchVJ2012VJ
`ZVJp`dbWe 20.1 21

551 yβV_dfJdatabaseJofJhumanJyisβenseJVariantsJmappedJtoJ_pJproteinJstructureXJ2012VJ]Z[]VJbasZ[d 19

550 αesistanceJtoJantibodyJneutralizationJinJtuVW]JinfectionJoccursJinJlateJstageJdiseaseJandJisJ
associatedJwithJX`JtropismXJ2012VJ]bVJ]]caWd` 12

549 βtructuralJpeterminantsJofJoisplatinJandJγransplatinJnindingJtoJtheJyetWαichJyotifJofJotr[fJmJ
oomputationalJβpectroscopyJmpproachXJ2012VJdVJ]e[]W]Z 24

548 rromJtheJproteinQsJperspectivefJtheJbenefitsJandJchallengesJofJproteinJstructureWbasedJ
pharmacophoreJmodelingXJ2012VJ_VJ]dW_d 60

Citation Report

2



547 βtructuralJdifferencesJbetweenJthermophilicJandJmesophilicJmembraneJproteinsXJ2012VJ][VJ[c`bWa_ 35

546 ouzsfJanJintegratedJresidueWbasedJstructureJvalidationJprogramJsuiteXJ2012VJa`VJ]bcWd_ 97

545 ooherentJtwoWdimensionalJinfraredJspectroscopyfJquantitativeJanalysisJofJproteinJsecondaryJ
structureJinJsolutionXJ2012VJ[_cVJ[ce_We 58

544 qfficiencyJofJdetergentsJatJmaintainingJmembraneJproteinJstructuresJinJtheirJbiologicallyJrelevantJ
formsXJ2012VJ[d[dVJ[_a[Wd 46

543 oomparativeJmolecularJdynamicsJsimulationsJofJtheJantimicrobialJpeptideJoy[aJinJmodelJlipidJ
bilayersXJ2012VJ[d[dVJ[`Z]We 63

542 βtructureJandJdynamicsJofJtheJsecondJomαpJofJhumanJαusWuJprovideJmechanisticJinsightsJintoJ
regulationJofJαusWuJactivationXJ2012VJ]ZVJ]Z`dWb[ 31

541  redictionJofJinteractingJproteinJresiduesJusingJsequenceJandJstructureJdataXJ2012VJd[eVJ]__Wa[ 3

540 γemporaryJsecondaryJstructuresJinJtauVJanJintrinsicallyJdisorderedJproteinXJ2012VJ_dVJa]aWa__ 22

539  pn_αqp–fJconstructiveJvalidationVJmoreJthanJjustJlookingJforJerrorsXJ2012VJbdVJ`d`Web 160

538 petectionJandJanalysisJofJunusualJfeaturesJinJtheJstructuralJmodelJandJstructureWfactorJdataJofJaJ
birchJpollenJallergenXJ2012VJbdVJ_bbWcb 15

537 mnotherJcaseJofJfraudJinJstructuralJbiologyXJ2012VJbdVJ_ba 2

536  roteinJβtructureJudealizationfJtowJaccuratelyJisJitJpossibleJtoJmodelJproteinJstructuresJwithJ
dihedralJangleskXJ2013VJdVJa 1

535 yechanisticJexplanationJofJdifferentJunfoldingJbehaviorsJobservedJforJtransmembraneJandJsolubleJ
˛†WbarrelJproteinsXJ2013VJ][VJ[_[cW]` 14

534 zewJenumerationJalgorithmJforJproteinJstructureJcomparisonJandJclassificationXJBMCvGenomicsVJ
2013VJ[`JβupplJ]VJβ[ 4.5 4

533 pesigningJandJbenchmarkingJtheJyσxγuo–yJproteinJstructureJpredictionJsystemXJ2013VJ[_VJ] 24

532 m˛†JmonomersJtransientlyJsampleJoligomerJandJfibrilWlikeJconfigurationsfJensembleJcharacterizationJ
usingJaJcombinedJypYzyαJapproachXJ2013VJ`]aVJ___dWae 162

531 qfficientJandJrobustJanalysisJofJbiomacromolecularJflexibilityJusingJensemblesJofJnetworkJ
topologiesJbasedJonJfuzzyJnoncovalentJconstraintsXJ2013VJ][VJ[c]aW_` 17

530 βtructuralJinsightsJintoJtheJroleJofJnacillusJsubtilisJYwftJRnacsSJinJtetrahydrotyrosineJsynthesisXJ
2013VJbeVJ_]`W_] 7

(2013-2012)
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529  roteinJβtructuralJpatabasesJinJprugJpiscoveryXJ2013VJ[W]`

528 qffectsJofJptJandJchargeJstateJonJpeptideJassemblyfJtheJYVurxJmodelJsystemXJ2013VJ[[cVJ[ZcaeWbd 30

527 qffectJofJchargedJaminoJacidJsideJchainJlengthJatJnonWhydrogenJbondedJstrandJpositionsJonJ
˛†WhairpinJstabilityXJ2013VJa]VJccdaWec 13

526 tepatitisJoJvirusJq]JenvelopeJglycoproteinJcoreJstructureXJ2013VJ_`]VJ[ZeZW` 300

525 yiningJtertiaryJstructuralJmotifsJforJassessmentJofJdesignabilityXJ2013VJa]_VJ][W`Z 16

524 qffectJofJchargedJaminoJacidJsideJchainJlengthJonJlateralJcrossWstrandJinteractionsJbetweenJ
carboxylateWcontainingJresiduesJandJlysineJanaloguesJinJaJ˛†WhairpinXJ2013VJa]VJe][]W]] 10

523 yolecularJdynamicsJsimulationsJonJtheJγre[JsJproteinWcoupledJreceptorfJexploringJtheJroleJofJtheJ
arginineJofJtheJzαYJmotifJinJγre[JstructureXJ2013VJ[_VJ[a 6

522 qxploitingJtertiaryJstructureJthroughJlocalJfoldsJforJcrystallographicJphasingXJ2013VJ[ZVJ[ZeeW[Z[ 51

521 βtructuralJandJfunctionalJcharacterizationJofJ seudomonasJaeruginosaJmlgXfJroleJofJmlgXJinJ
alginateJacetylationXJ2013VJ]ddVJ]]]eeW_[` 37

520 qvolutionaryJconservationJofJcodonJoptimalityJrevealsJhiddenJsignaturesJofJcotranslationalJfoldingXJ
2013VJ]ZVJ]_cW`_ 321

519 βtructureWbasedJcomparativeJanalysisJandJpredictionJofJzWlinkedJglycosylationJsitesJinJ
evolutionarilyJdistantJeukaryotesXJ2013VJ[[VJebW[Z` 37

518 ÅualityJassessmentJofJproteinJzyαJstructuresXJ2013VJ]_VJc[aW]` 20

517 piscoveryJofJnovelJγrypanosomaJbruceiJphosphodiesteraseJn[JinhibitorsJbyJvirtualJscreeningJ
againstJtheJunligandedJγbr pqn[JcrystalJstructureXJ2013VJabVJ]ZdcWeb 46

516  redictingJfunctionalJeffectJofJhumanJmissenseJmutationsJusingJ oly henW]XJ2013VJohapterJcVJσnitcX]Z 1636

515 γechniquesVJtoolsJandJbestJpracticesJforJligandJelectronWdensityJanalysisJandJresultsJfromJtheirJ
applicationJtoJdepositedJcrystalJstructuresXJ2013VJbeVJ[aZWbc 84

514 βtructuralJcomparisonJofJtheJwildWtypeJandJdrugWresistantJmutantsJofJtheJinfluenzaJmJy]JprotonJ
channelJbyJmolecularJdynamicsJsimulationsXJ2013VJ[[cVJbZ`]Wa[ 24

513
oonstraintJzetworkJmnalysisJRozmSfJaJ ythonJsoftwareJpackageJforJefficientlyJlinkingJ
biomacromolecularJstructureVJflexibilityVJRthermoWSstabilityVJandJfunctionXJJournalvofvChemicalv
InformationvandvModelingVJ2013VJa_VJ[ZZcW[a

6.1 56

512  ressureWunducedJtelicalJβtructureJofJaJ eptideJβtudiedJbyJβimulatedJγemperingJyolecularJ
pynamicsJβimulationsXJ2013VJ`VJ]ZceWd_ 18
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511 mnalysisJofJyolecularJαecognitionJreaturesJRyoαrsSJinJmembraneJproteinsXJ2013VJ[d_`VJcedWdZc 22

510 yultipleJexositesJdistributedJacrossJtheJthreeJdomainsJofJstreptokinaseJcoWoperateJtoJgenerateJ
highJcatalyticJratesJinJtheJstreptokinaseWplasminJactivatorJcomplexXJ2013VJa]VJdeacWbd 12

509 oonformationalJstabilityJofJfibrillarJamyloidWbetaJoligomersJviaJprotofilamentJpairJformationJWJaJ
systematicJcomputationalJstudyXJ2013VJdVJecZa][ 59

508
oonformationalJstabilityJandJactivityJanalysisJofJtwoJhydroxymethylbilaneJsynthaseJmutantsVJ
w[_]zJandJV][aqVJwithJdifferentJphenotypicJassociationJwithJacuteJintermittentJporphyriaXJ2013VJ
__VJ

13

507 –ptimizedJatomicJstatisticalJpotentialsfJassessmentJofJproteinJinterfacesJandJloopsXJ2013VJ]eVJ_[adWbb 88

506 yolecularJyechanismJofJtheJqarlyJβtageJofJmmyloidogenicJtexapeptidesJRzrsmuxSJmggregationXJ
2013VJbZVJa[aWa]Z 3

505 Vxp JwebJserverfJaJpowerfulJgeometricJtoolJforJanalysingJproteinJstructuresJinJtheirJenvironmentXJ
NucleicvAcidsvResearchVJ2013VJ`[VJW_c_Wd 20.1 13

504 ‘unJcrystalloQJsubstrateJbindingJtriggersJmajorJdomainJmovementsJandJrevealsJmagnesiumJasJaJ
coWactivatorJofJγrypanosomaJbruceiJpyruvateJkinaseXJ2013VJbeVJ[cbdWce 12

503 γheJactivityJofJprolactinJreleasingJpeptideJcorrelatesJwithJitsJhelicityXJ2013VJeeVJ_[`W]a 6

502 mJconservedJmotifJflagsJacylJcarrierJproteinsJforJ˛†WbranchingJinJpolyketideJsynthesisXJ2013VJeVJbdaWbe] 63

501 yodulationJofJintegrinJactivationJandJsignalingJbyJ˛–[Y˛–[QWhelixJunbendingJatJtheJjunctionXJ2013VJ
[]bVJac_aW`c 20

500 nfxnJasJaJnovelJtargetJforJanalysisJofJmutationJspectraJinJ seudomonasJaeruginosaXJ2013VJdVJebb]_b 16

499 unvestigationJofJtheJvosephinJpomainJproteinWproteinJinteractionJbyJmolecularJdynamicsXJ2014VJeVJe[Zdbcc 26

498 oharacteristicsJofJproteinJresidueWresidueJcontactsJandJtheirJapplicationJinJcontactJpredictionXJ2014
VJ]ZVJ]`ec 3

497
qxploringJnicotinamideJcofactorJpromiscuityJinJzmpR StWdependentJflavinJcontainingJ
monooxygenasesJRry–sSJusingJnaturalJvariationJwithinJtheJphosphateJbindingJloopXJβtructureJandJ
activityJofJry–sJfromJspXJnαJandJzr[_XJ2014VJ[ZeVJ[e[W[ed

9

496 mnJexperimentallyJinformedJevolutionaryJmodelJimprovesJphylogeneticJfitJtoJdivergentJlactamaseJ
homologsXJ2014VJ_[VJ]ca_Wbe 24

495 unsightJintoJconformationalJchangeJforJ[`W_W_ˇ�JproteinJbyJmolecularJdynamicsJsimulationXJ2014VJ[aVJ]ce`Wd[Z 13

494 mlphaWbulgesJinJsJproteinWcoupledJreceptorsXJ2014VJ[aVJcd`[Wb` 27

(2014-2013)
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493 mnJexperimentallyJdeterminedJevolutionaryJmodelJdramaticallyJimprovesJphylogeneticJfitXJ2014VJ
_[VJ[eabWcd 116

492 yicroenvironmentWnasedJ roteinJrunctionJmnalysisJbyJαandomJrorestXJ2014VJ 2

491 βtructureJofJaJthreeWdimensionalJdomainWswappedJdimerJofJtheJtelicobacterJpyloriJtypeJuVJ
secretionJsystemJpilusJproteinJoagxXJ2014VJcZVJ[_e[W`ZZ 17

490 γheJstructuralJbasisJforJreceptorJrecognitionJofJhumanJinterleukinW[dXJNaturevCommunicationsVJ
2014VJaVJa_`Z 17.4 59

489 yolecularJdynamicsJofJtheJstructuralJchangesJofJhelicalJpeptidesJinducedJbyJpressureXJ2014VJd]VJ]ecZWd[ 11

488 slucoseJoxidaseJfromJ enicilliumJamagasakiensefJcharacterizationJofJtheJtransitionJstateJofJitsJ
denaturationJfromJmolecularJdynamicsJsimulationsXJ2014VJd]VJ]_a_Wb_ 12

487  redict roteinWWanJopenJresourceJforJonlineJpredictionJofJproteinJstructuralJandJfunctionalJ
featuresXJNucleicvAcidsvResearchVJ2014VJ`]VJW__cW`_ 20.1 433

486 βtructuralJbiologyJofJcisplatinJcomplexesJwithJcellularJtargetsfJtheJadductJwithJhumanJcopperJ
chaperoneJatox[JinJaqueousJsolutionXJ2014VJ]ZVJ[[c[eW]a 13

485 zewJforceJfieldJonJmodelingJintrinsicallyJdisorderedJproteinsXJ2014VJd`VJ]a_Wbe 84

484 npnfJdatabankJofJ pnJfilesJwithJconsistentJnWfactorsXJ2014VJ]cVJ`acWb] 22

483 βtructuralJgenomicsJanalysisJofJuncharacterizedJproteinJfamiliesJoverrepresentedJinJhumanJgutJ
bacteriaJidentifiesJaJnovelJglycosideJhydrolaseXJ2014VJ[aVJ[[] 10

482  ara epfJaJwebJresourceJforJexperimentallyJvalidatedJantiparasiticJpeptideJsequencesJandJtheirJ
structuresXJ2014VJ]Z[`VJ 42

481 γheJpynayineJwebserverfJpredictingJproteinJdynamicsJfromJsequenceXJNucleicvAcidsvResearchVJ2014
VJ`]VJW]b`WcZ 20.1 89

480 temolytikfJaJdatabaseJofJexperimentallyJdeterminedJhemolyticJandJnonWhemolyticJpeptidesXJ
NucleicvAcidsvResearchVJ2014VJ`]VJp```We 20.1 85

479 s oαpnfJanJinformationJsystemJforJsJproteinWcoupledJreceptorsXJNucleicvAcidsvResearchVJ2014VJ`]VJp`]]Wa20.1 82

478  roteinJdomainsJofJunknownJfunctionJareJessentialJinJbacteriaXJ2013VJaVJeZZc``W[_ 77

477 VaryodfJmodellingJtheJfunctionalJeffectsJofJnonWsynonymousJvariantsXJNucleicvAcidsvResearchVJ2014
VJ`]VJW__[Wb 20.1 14

476 mnJoverviewJofJtoolsJforJtheJvalidationJofJproteinJzyαJstructuresXJ2014VJadVJ]aeWda 27
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475 mJmolecularJinterpretationJofJ]pJuαJproteinJfoldingJexperimentsJwithJyarkovJstateJmodelsXJ2014VJ
[ZbVJ[_aeWcZ 44

474 roldingJofJtheJαzmJrecognitionJmotifJRααySJdomainsJofJtheJamyotrophicJlateralJsclerosisJ
RmxβSWlinkedJproteinJγp W`_JrevealsJanJintermediateJstateXJ2014VJ]deVJd]b`Wcb 28

473  roteinJzyαJstructuresJrefinedJwithJαosettaJhaveJhigherJaccuracyJrelativeJtoJcorrespondingJXWrayJ
crystalJstructuresXJ2014VJ[_bVJ[de_WeZb 47

472 γheJgp`[RbaeWbc[SJtuVW[JantibodyJepitopefJaJstructurallyJchallengingJsmallJpeptideXJ2014VJ[[dVJbeWdZ 7

471 mcceleratingJtheJoonformationalJβamplingJofJuntrinsicallyJpisorderedJ roteinsXJ2014VJ[ZVJaZd[We` 31

470  latinationJofJtheJcopperJtransporterJmγ cmJinvolvedJinJanticancerJdrugJresistanceXJ2014VJ`_VJ[]ZdaWe` 27

469 βtructuralJstatesJofJtheJflexibleJcatalyticJloopJofJyXJtuberculosisJtyrosylWtαzmJsynthetaseJinJ
differentJenzymeWsubstrateJcomplexesXJ2014VJ`_VJb[_W]] 8

468 mJrapidVJsiteWselectiveJandJefficientJrouteJtoJtheJdualJmodificationJofJpmα insXJ2014VJaZVJ`dedWeZZ 15

467 αesidueWβpecificJβideWohainJ olymorphismsJviaJ articleJneliefJ ropagationXJ2014VJ[[VJ__W`[ 2

466 βtructureJandJregulatoryJinteractionsJofJtheJcytoplasmicJterminalJdomainsJofJserotoninJ
transporterXJ2014VJa_VJa```WbZ 37

465 zWterminalJregionJofJhumanJchemokineJreceptorJoXoα_fJβtructuralJanalysisJofJoXoα_R[W`dSJbyJ
experimentalJandJcomputationalJstudiesXJ2014VJ[d``VJ[dbdWdZ 8

464 ractorsJthatJdriveJpeptideJassemblyJfromJnativeJtoJamyloidJstructuresfJexperimentalJandJ
theoreticalJanalysisJofJ[leuWa]WenkephalinJmutantsXJ2014VJ[[dVJc]`cWab 23

463 βtructureJofJaJsedoheptuloseJcWphosphateJcyclasefJValmJfromJβtreptomycesJhygroscopicusXJ2014VJ
a_VJ`]aZWbZ 11

462 yolecularJdynamicsJsimulationsJofJhistidineWcontainingJcodJantimicrobialJpeptideJparalogsJinJ
selfWassembledJbilayersXJ2014VJ[d_dVJ]ccdWdc 26

461 pecipheringJtheJglycosylationJcodeXJ2014VJ[[dVJ[[`b]We 5

460 βtructureJofJtheJpseudokinaseJdomainJofJnuα]VJaJregulatorJofJnmw[WmediatedJimmuneJsignalingJinJ
mrabidopsisXJ2014VJ[dbVJ[[]W][ 40

459  omββ–fJaJfastJandJefficientJo˛–WbasedJmethodJforJaccuratelyJassigningJproteinJsecondaryJstructureJ
elementsXJJournalvofvComputationalvChemistryVJ2014VJ_aVJ[cacWb[ 3.5 19

458  roteinJsecondaryJstructureJclassificationJrevisitedfJprocessingJpββ JinformationJwithJ ββoXJ
JournalvofvChemicalvInformationvandvModelingVJ2014VJa`VJ][bbWce 6.1 17

(2014-2014)
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457 unJsilicoJcomparativeJcharacterizationJofJpharmacogenomicJmissenseJvariantsXJBMCvGenomicsVJ2014VJ
[aJβupplJ`VJβ` 4.5 10

456 qdgeJstrandJengineeringJpreventsJnativeWlikeJaggregationJinJβulfolobusJsolfataricusJ
acylphosphataseXJ2014VJ]d[VJ`Zc]Wd` 12

455 xookingJatJhumanJcytosolicJsialidaseJzqσ]JstructuralJfeaturesJwithJanJinterdisciplinaryJapproachXJ
2014VJa_VJa_`_Waa 3

454
βtructureJofJtheJzmptWdependentJthermostableJalcoholJdehydrogenaseJγmptJfromJγhermusJspXJ
mγz[JprovidesJaJplatformJforJengineeringJspecificityJandJimprovedJcompatibilityJwithJinorganicJ
cofactorWregenerationJcatalystsXJ2014VJ[ZaVJ[Wb

8

453  robingJtheJbindingJofJthioγq mJtoJhumanJserumJalbuminJusingJspectroscopicJandJmolecularJ
simulationJapproachesXJ2014VJe]VJ[ZbbW[Zc_ 3

452 βtructuralJheterogeneityJinJtransmembraneJamyloidJprecursorJproteinJhomodimerJisJaJ
consequenceJofJenvironmentalJselectionXJ2014VJ[_bVJeb[eW]b 31

451  robingJtheJaverageJlocalJstructureJofJbiomoleculesJusingJsmallWangleJscatteringJandJscalingJlawsXJ
2014VJ[ZbVJ]`c`Wd] 10

450 yolecularJmechanismJofJyg]UWdependentJgatingJinJoormXJNaturevCommunicationsVJ2014VJaVJ_aeZ 17.4 39

449  redictionJandJredesignJofJproteinWproteinJinteractionsXJ2014VJ[[bVJ[e`W]Z] 20

448 rragmentJbasedJgroupJÅβmαJandJmolecularJdynamicsJmechanisticJstudiesJonJarylthioindoleJ
derivativesJtargetingJtheJ˛–W˛†JinterfacialJsiteJofJhumanJtubulinXJBMCvGenomicsVJ2014VJ[aJβupplJeVJβ_ 4.5 15

447  atternsJofJstructuralJandJsequenceJvariationJwithinJisotypeJlineagesJofJtheJzeisseriaJmeningitidisJ
transferrinJreceptorJsystemXJ2015VJ`VJ`e[WaZ` 14

446 yammalianJoysteineJpioxygenaseXJ2015VJ[W[[ 0

445 mJmethodJofJpredictingJtheJsecondaryJproteinJstructureJbasedJonJdictionariesXJ2015VJ[[VJ

444 yodelJpeptidesJcontainingJtheJ_WsulfanylWnorborneneJaminoJacidVJaJconformationallyJconstrainedJ
cysteineJanalogueJeffectiveJinducerJofJ_[ZWhelixJsecondaryJstructuresXJ2015VJaVJ_]b`_W_]bab 17

443 xongJrangeJγrpWγrpJinteractionJinitiatesJtheJfoldingJpathwayJofJaJproWangiogenicJ˛†WhairpinJpeptideXJ
2015VJaVJ[bba[ 6

442 uncreasedJop[pJpolymorphismfJidentificationJofJtwoJnovelJallelesVJop[pTZ_JandJTZ`VJinJindividualsJ
fromJyoroccoXJ2015VJ`]VJ]dcWe[ 3

441 niopnJextractorfJcustomizedJdataJextractionJsystemJforJcommonlyJusedJbioinformaticsJdatabasesXJ
2015VJdVJ_[ 1

440 olassificationJofJmminoJmcidJβubstitutionsJinJyismatchJαepairJ roteinsJσsingJ –zWyyα]XJ2015VJ_bVJ[[]dW_` 14
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439 qlucidationJofJxigandWpependentJyodulationJofJpisorderW–rderJγransitionsJinJtheJ–ncoproteinJ
ypy]XJ2015VJ[[VJe[ZZ`]d] 13

438 mnJqxplorationJofJtheJσniverseJofJ olyglutamineJβtructuresXJ2015VJ[[VJe[ZZ`a`[ 13

437 oleav redictfJmJ latformJforJαeasoningJaboutJyatrixJyetalloproteinasesJ roteolyticJqventsXJ2015VJ
[ZVJeZ[]cdcc 27

436 runctionalJmdvantagesJofJoonservedJuntrinsicJpisorderJinJαzmWnindingJ roteinsXJ2015VJ[ZVJeZ[_ec_[ 71

435 βtructuralJandJfunctionalJinvestigationJofJflavinJbindingJcenterJofJtheJzqroJsubunitJofJ
sodiumWtranslocatingJzmptfquinoneJoxidoreductaseJfromJVibrioJharveyiXJ2015VJ[ZVJeZ[[da`d 12

434 yolecularJsimulationJstudiesJofJhumanJcoagulationJfactorJVuuuJoJdomainWmediatedJmembraneJ
bindingXJ2015VJ[[_VJ_c_Wd` 9

433 yolecularJpynamicsJβimulationsJtoJolarifyJtheJooncentrationJpependencyJofJ roteinJmggregationXJ
2015VJ 1

432 mJpeepJxearningJzetworkJmpproachJtoJabJinitioJ roteinJβecondaryJβtructureJ redictionXJ2015VJ[]VJ[Z_W[] 198

431 γissueWspecificJsequenceJandJstructuralJenvironmentsJofJlysineJacetylationJsitesXJ2015VJ[e[VJ_eW`d 5

430  redictingJaJdoubleJmutantJinJtheJtwilightJzoneJofJlowJhomologyJmodelingJforJtheJskeletalJmuscleJ
voltageWgatedJsodiumJchannelJsubunitJbetaW[JRzav[X`J˛†[SXJ2015VJ[_VJ]]eW`Z 4

429 towJmutationsJaffectingJtheJligandWreceptorJinteractionsfJaJcombinedJypJandJÅyYyyJcalculationJ
onJoY ]q[JandJitsJtwoJmutantsXJ2015VJ_[VJ[Z]eW[Z_d 5

428 ValidatorpnfJdatabaseJofJupWtoWdateJvalidationJresultsJforJligandsJandJnonWstandardJresiduesJfromJ
theJ roteinJpataJnankXJNucleicvAcidsvResearchVJ2015VJ`_VJp_beWca 20.1 16

427 βtructuralJpYqWrichJrepeatsJplayJmultipleJrolesJespeciallyJinJgeneJregulationJthroughJpzmYαzmJ
mimicryXJ2015VJ[[VJ][``Wa[ 30

426 unsightJintoJtheJstructuralJandJfunctionalJfeaturesJofJmyoglobinJfromJtystrixJcristataJxXJandJ
αangiferJtarandusJxXXJ2015VJaVJ]b_ddW]b`Z[ 4

425 yembraneJunteractionJofJtheJslycosyltransferaseJWaasXJ2015VJ[ZeVJaa]Wb_ 8

424 βtructuralJtransitionsJandJinteractionsJinJtheJearlyJstagesJofJhumanJglucagonJamyloidJfibrillationXJ
2015VJ[ZdVJe_cWe`d 12

423 oomparisonJofJthreeJionicJliquidWtolerantJcellulasesJbyJmolecularJdynamicsXJ2015VJ[ZdVJddZWde] 53

422 αesidueWspecificJforceJfieldJbasedJonJproteinJcoilJlibraryXJαβrr]fJmodificationJofJmynqαJffeeβnXJ
2015VJ[[eVJ[Z_aW`c 74

(2015-2015)
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421 mnJapproachJtoJcreatingJaJmoreJrealisticJworkingJmodelJfromJaJproteinJdataJbankJentryXJ2015VJ][VJ_ 16

420 qnergeticJcontributionsJofJresiduesJtoJtheJformationJofJearlyJamyloidW˛†JoligomersXJPhysicalv
ChemistryvChemicalvPhysicsVJ2015VJ[cVJ]d]_W_c 3.6 10

419 βtructureJofJaJcupinJproteinJ lu`]b`JfromJ hotorhabdusJluminescensJsubspXJlaumondiiJγγ–[JatJ
[X_aJˆ�JresolutionXJ2015VJd_VJ_d_Wd 2

418 uroningJoutJtheirJdifferencesfJdissectingJtheJstructuralJdeterminantsJofJaJphenylalanineJ
aminomutaseJandJammoniaJlyaseXJ2015VJ[ZVJedeWec 21

417 rliesJexpandJtheJrepertoireJofJproteinJstructuresJthatJbindJiceXJ2015VJ[[]VJc_cW`] 23

416 nioactiveJpolymersomesJselfWassembledJfromJamphiphilicJ  –WglycopolypeptidesfJsynthesisVJ
characterizationVJandJdualWdyeJencapsulationXJ2015VJ_[VJ_`Z]W[] 28

415  roteinJmodelsJdockingJbenchmarkJ]XJ2015VJd_VJde[Wc 17

414 γheJeffectJofJligandsJonJtheJthermalJstabilityJofJsulfotransferasesfJaJmolecularJdynamicsJsimulationJ
studyXJ2015VJ][VJc] 2

413 βtructuralJandJbiochemicalJanalysisJofJtheJessentialJdiadenylateJcyclaseJodamJfromJxisteriaJ
monocytogenesXJ2015VJ]eZVJbaebWbZb 44

412 mJseriesJofJ pnWrelatedJdatabanksJforJeverydayJneedsXJNucleicvAcidsvResearchVJ2015VJ`_VJp_b`Wd 20.1 477

411 qffectsJofJchargeJstatesVJchargeJsitesJandJsideJchainJinteractionsJonJconformationalJpreferencesJofJ
aJseriesJofJmodelJpeptideJionsXJ2015VJ[`ZVJbe__W`` 12

410 unvestigatingJtheJβtructuralJVariabilityJandJnindingJyodesJofJtheJsliomaJγargetingJzrxWγnβX`ZWb_J
 eptideJonJγubulinXJ2015VJa`VJ_bbZWe 7

409 βtructuralJyodelJforJtheJβpiderJβilkJ roteinJβpidroinW[XJ2015VJ[`VJ_daeWcZ 17

408 mJnoncanonicalJ WuJdomainJinJtheJzWterminalJhelicaseWassociatedJregionJofJtheJspliceosomalJnrr]J
proteinXJ2015VJc[VJcb]Wc[ 21

407 qffectJofJ[ZXaJyJmqueousJσreaJonJtelicobacterJpyloriJσreasefJmJyolecularJpynamicsJβtudyXJ2015VJ
a`VJ`[][W_Z 6

406 yolecularJdynamicsJsimulationJstudyJonJtheJhighWpressureJbehaviourJofJanJmw[bJpeptideXJ2015VJ`[VJ[Z_aW[Z`Z 0

405 qffectJofJchargedJaminoJacidJsideJchainJlengthJonJlateralJcrossWstrandJinteractionsJbetweenJ
carboxylateWJandJguanidiniumWcontainingJresiduesJinJaJ˛†WhairpinXJ2015VJ`cVJddaWed 8

404 βtatisticalJdictionariesJforJhypotheticalJinJsilicoJmodelJofJtheJearlyWstageJintermediateJinJproteinJ
foldingXJ2015VJ]eVJbZeW[d 5
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403  hosphorylationJofJmtg_[JisJrequiredJforJautophagyXJ2015VJbVJ]ddWeb 10

402 γestJandJqvaluationJofJffeeup sJrorceJrieldJforJuntrinsicallyJpisorderedJ roteinsXJJournalvofv
ChemicalvInformationvandvModelingVJ2015VJaaVJ[Z][We 6.1 53

401 weyJchallengesJforJtheJcreationJandJmaintenanceJofJspecialistJproteinJresourcesXJ2015VJd_VJ[ZZaW[_ 11

400 –ptimizingJtheJmolecularJdiagnosisJofJsmxzβfJnovelJmethodsJtoJdefineJandJcharacterizeJyorquioWmJ
syndromeWassociatedJmutationsXJ2015VJ_bVJ_acWbd 20

399 βtructureJandJβwitchJoycleJofJβα˛†JasJmncestralJqukaryoticJsγ aseJmssociatedJwithJβecretoryJ
yembranesXJ2015VJ]_VJ[d_dW[d`c 7

398 βtructuresJofJtheJmpoJandJrmpWboundJformsJofJ]WhydroxybiphenylJ_WmonooxygenaseJRtbpmSJlocateJ
activityJhotspotsJidentifiedJbyJusingJdirectedJevolutionXJ2015VJ[bVJebdWcb 8

397 oardiolipinJunteractionsJwithJ roteinsXJ2015VJ[ZeVJ[]d]We` 84

396 udentificationJofJaJolassJofJ roteinJmp WαibosylatingJβirtuinsJinJyicrobialJ athogensXJMolecularvCellVJ
2015VJaeVJ_ZeW]Z 17.6 64

395 βtructureJandJfunctionJofJtheJqscherichiaJcoliJγolW alJstatorJproteinJγolαXJ2015VJ]eZVJ]bbcaWdc 16

394 γm –fJmJcombinedJmethodJforJtheJidentificationJofJtandemJrepeatsJinJproteinJstructuresXJ2015VJ
adeVJ]b[[We 16

393 unsightJintoJqarlyWβtageJσnfoldingJofJs uWmnchoredJtumanJ rionJ roteinXJ2015VJ[ZeVJ]ZeZW[ZZ 14

392 pissectingJcooperativeJcommunicationsJinJaJproteinJwithJaJhighWthroughputJsingleWmoleculeJ
scalpelXJ2015VJ[bVJ]]_W_] 4

391
σnderstandingJtheJdistinguishableJstructuralJandJfunctionalJfeaturesJinJzebrafishJγxα_JandJγxα]]VJ
andJtheirJbindingJmodesJwithJfishJdsαzmJvirusesfJanJexploratoryJstructuralJmodelJanalysisXJ2015VJ
`cVJ_d[W`ZZ

21

390 radmaJaJthiolaseJfromJyycobacteriumJtuberculosisfJaJsteroidWbindingJpocketJrevealsJtheJpotentialJ
forJdrugJdevelopmentJagainstJtuberculosisXJ2015VJ]_VJ][W__ 31

389 βtructuresJofJmrgWJandJslnWtypeJbacterialJcysteineJdioxygenaseJhomologsXJ2015VJ]`VJ[a`Wb[ 20

388 mnJinWdepthJviewJofJhumanJserumJalbuminJcoronaJonJgoldJnanoparticlesXJ2015VJ[[VJ`a`Wb] 40

387  redictingJpeptideJbindingJsitesJonJproteinJsurfacesJbyJclusteringJchemicalJinteractionsXJJournalvofv
ComputationalvChemistryVJ2015VJ_bVJ`eWb[ 3.5 33

386 mnJintegratedJvavaJtoolJforJgeneratingJaminoJacidJsequenceJalignmentsJwithJmappedJsecondaryJ
structureJelementsXJ2015VJaVJdcWe] 1

(2015-2015)
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385 βtructureWnasedJβequenceJmlignmentJofJtheJγransmembraneJpomainsJofJmllJtumanJs oαsfJ
 hylogeneticVJβtructuralJandJrunctionalJumplicationsXJ2016VJ[]VJe[ZZ`dZa 56

384 runctionalJβitesJunduceJxongWαangeJqvolutionaryJoonstraintsJinJqnzymesXJ2016VJ[`VJe[ZZ]`a] 65

383 ViralJqvolvedJunhibitionJyechanismJofJtheJαzmJpependentJ roteinJwinaseJ wαQsJwinaseJpomainVJaJ
βtructuralJ erspectiveXJ2016VJ[[VJeZ[a_bdZ 2

382 βtructureWsuidedJyutationsJinJtheJγerminalJ–rganelleJ roteinJys`e[JoauseJyajorJyotilityJandJ
yorphologicJmlterationsJonJyycoplasmaJgenitaliumXJ2016VJ[]VJe[ZZaa__ 4

381 qngineeredJhumanJangiogeninJmutationsJinJtheJplacentalJribonucleaseJinhibitorJcomplexJforJ
anticancerJtherapyfJunsightsJfromJenhancedJsamplingJsimulationsXJ2016VJ]aVJ[`a[WbZ 10

380 mJmethodJforJpredictingJproteinJconformationalJpathwaysJbyJusingJmolecularJdynamicsJsimulationsJ
guidedJbyJdifferenceJdistanceJmatricesXJJournalvofvComputationalvChemistryVJ2016VJ_cVJ[[_eW`b 3.5 8

379 xeishmaniaJdonovaniWspecificJσbWrelatedJmodifierW[fJanJearlyJendosomeWassociatedJubiquitinWlikeJ
conjugationJinJxeishmaniaJdonovaniXJ2016VJeeVJaecWb[Z 9

378 mdsorptionJandJoonformationalJqvolutionJofJmlphaWtelicalJnβmJβegmentsJonJsraphenefJmJ
yolecularJpynamicsJβtudyXJ2016VJZdVJ[baZZ][ 8

377 mnabaenaJspXJpy WtypeJperoxidaseJisJaJtetramerJconsistingJofJtwoJasymmetricJdimersXJ2016VJd`VJ_[W`] 9

376 yutanindJestimatesJandJinterpretsJtheJeffectsJofJsequenceJvariantsJonJproteinWproteinJ
interactionsXJNucleicvAcidsvResearchVJ2016VJ``VJW`e`WaZ[ 20.1 82

375 pataJyiningJofJyacromolecularJβtructuresXJ2016VJ[`[aVJ[ZcW_d 8

374 umpactJofJβer[cJ hosphorylationJonJtheJoonformationalJpynamicsJofJtheJ–ncoproteinJypy]XJ2016
VJaaVJ]aZZWe 13

373 mutomatedJstructureJmodelingJofJlargeJproteinJassembliesJusingJcrosslinksJasJdistanceJrestraintsXJ
2016VJ[_VJa[aW]Z 44

372 βtructuralJcharacterizationJofJtheJnovelJaminoglycosideJphosphotransferaseJmphVuuuJfromJ
βtreptomycesJrimosusJwithJenzymaticJactivityJmodulatedJbyJphosphorylationXJ2016VJ`ccVJaeaWbZ[ 8

371 peathJαeceptorJaJzetworksJαequireJyembraneJoholesterolJforJ roperJβtructureJandJrunctionXJ
2016VJ`]dVJ`d`_W`daa 12

370 VariationJofJfreeWenergyJlandscapeJofJtheJpa_JoWterminalJdomainJinducedJbyJacetylationfJqnhancedJ
conformationalJsamplingXJJournalvofvComputationalvChemistryVJ2016VJ_cVJ]bdcW]cZZ 3.5 20

369 βolutionJzyαJstructureJandJinhibitoryJeffectJagainstJamyloidW˛†JfibrillationJofJtumaninJcontainingJaJ
dWisomerizedJserineJresidueXJ2016VJ`ccVJb`cWba_ 10

368 βtructuralJandJrunctionalJnasisJforJxipidJβynergyJonJtheJmctivityJofJtheJmntibacterialJ eptideJmnoJ
γransporterJycjpXJ2016VJ]e[VJ][babW][bbd 22
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367
piscoveryJofJ
dWγrifluoromethylW_WcyclopropylmethylWcW[R`WR]V`WdifluorophenylSW[WpiperazinylSmethyl]W[V]V`Wtriazolo[`V_Wa]pyridineJ
RvzvW`b_ab`ceSVJaJβelectiveJandJ–rallyJnioavailableJmslu]JαeceptorJ ositiveJmllostericJyodulatorJ
R mySXJ2016VJaeVJd`eaWaZc

24

366 yultiWscaleJmolecularJdynamicsJstudyJofJcholeraJpentamerJbindingJtoJaJsy[WphospholipidJ
membraneXJJournalvofvMolecularvGraphicsvandvModellingVJ2016VJbdVJ]_bW]a[ 2.8 13

365 mminoJacidJfunctionJrelatesJtoJitsJembeddedJproteinJmicroenvironmentfJmJstudyJonJ
disulfideWbridgedJcystineXJ2016VJd`VJ[acbW[ade 3

364 oonservedJdifferencesJinJproteinJsequenceJdetermineJtheJhumanJpathogenicityJofJqbolavirusesXJ
2016VJbVJ]_c`_ 27

363 unvestigationsJonJisolatedJpeptidesJbyJcombinedJuαYσVJspectroscopyJinJaJmolecularJbeamJâ��J
structureVJaggregationVJsolvationJandJmolecularJrecognitionXJ2016VJ_aVJabeWbcc 45

362 pimerizationJyechanismJofJmlzheimerJm˛†J eptidesfJγheJtighJoontentJofJuntrapeptideWβtabilizedJ
oonformationsJinJm]VJandJm]γJteterozygousJpimersJαetardsJmmyloidJribrilJrormationXJ2016VJ[]ZVJ[][[[W[][]b31

361 mnnotatingJ roteinJrunctionalJαesiduesJbyJoouplingJtighWγhroughputJritnessJ rofileJandJ
tomologousWβtructureJmnalysisXJ2016VJcVJ 8

360 mllWatomJmolecularJdynamicsJanalysisJofJmultiWpeptideJsystemsJreproducesJpeptideJsolubilityJinJlineJ
withJexperimentalJobservationsXJ2016VJbVJ[e`ce 23

359 oomputationalJ redictionJofJ roteinJβecondaryJβtructureJfromJβequenceXJ2016VJdbVJ]X_X[W]X_X[Z 6

358 slycoyinefJaJnewJbioinformaticsJtoolJforJhighlyJaccurateJmappingJofJtheJhumanJzWlinkedJandJ
–WlinkedJglycoproteomesJbyJincorporatingJstructuralJfeaturesXJ2016VJbVJ_`aea 49

357 oomputationalJstudiesJofJhumanJclassJVJalcoholJdehydrogenaseJWJtheJoddJsiblingXJ2016VJ[cVJ[b 8

356 unvestigatingJtheJunhibitoryJqffectJofJWortmanninJinJtheJtotspotJyutationJatJoodonJ[Z`cJofJ
 uw_omJwinaseJpomainfJmJyolecularJpockingJandJyolecularJpynamicsJmpproachXJ2016VJ[Z]VJ]bcWec 30

355 oonformationJchangesJandJdiffusionJofJ˛–WamylaseJinJ[WhexyleW_WmethylimidazoliumJchlorideJionicJ
liquidfJmJmolecularJdynamicsJsimulationJperspectiveXJ2016VJ]][VJ`b_W`bd 6

354 mdsorptionJorientationsJandJimmunologicalJrecognitionJofJantibodiesJonJgrapheneXJNanoscaleVJ
2016VJdVJ[_`b_Wca 7.7 38

353 oharacterizationJofJparasiteWspecificJindelsJandJtheirJproposedJrelevanceJforJselectiveJ
anthelminthicJdrugJtargetingXJ2016VJ_eVJ]Z[W][[ 6

352
mntiWarrhythmicJyedicationJ ropafenoneJaJ otentialJprugJforJmlzheimerQsJpiseaseJunhibitingJ
mggregationJofJm˛†fJunJβilicoJandJinJVitroJβtudiesXJJournalvofvChemicalvInformationvandvModelingVJ
2016VJabVJ[_``Wab

6.1 33

351 mlteredJsecondaryJstructureJofJpynorphinJmJassociatesJwithJlossJofJopioidJsignallingJandJ
zypmWmediatedJexcitotoxicityJinJβom]_XJ2016VJ]aVJ]c]dW]c_c 7

350 βolubisfJaJwebserverJtoJreduceJproteinJaggregationJthroughJmutationXJ2016VJ]eVJ]daWe 39

(2016-2016)
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349 yolecularJpynamicsJβtudiesJonJpd_azJyutationJinJrxγ_WutsJumpactJonJrxγ_J roteinJβtructureXJ2016VJ
[[cVJ[`_eW`a 14

348 unsightsJintoJyediumWchainJmcylWoomJpehydrogenaseJβtructureJbyJyolecularJpynamicsJβimulationsXJ
2016VJddVJ]d[We] 8

347 γheJeffectJofJamidationJonJtheJbehaviourJofJantimicrobialJpeptidesXJ2016VJ`aVJ[eaW]Zc 52

346 oharacterizationJofJm˛†JyonomersJthroughJtheJoonvergenceJofJqnsembleJ ropertiesJamongJ
βimulationsJwithJyultipleJrorceJrieldsXJ2016VJ[]ZVJ]aeWcc 66

345 rlexibleJvsJαigidJqpitopeJoonformationsJforJpiagnosticWJandJVaccineW–rientedJmpplicationsfJzovelJ
unsightsJfromJtheJnurkholderiaJpseudomalleiJn βx]cbaJ al_JqpitopeXJ2016VJ]VJ]][W_Z 19

344 mlbuminJRnβmSJmdsorptionJoverJsrapheneJinJmqueousJqnvironmentfJunfluenceJofJ–rientationVJ
mdsorptionJ rotocolVJandJβolventJγreatmentXJ2016VJ_]VJ[c`]Waa 43

343 zewJniologicalJunsightsJfromJnetterJβtructureJyodelsXJ2016VJ`]dVJ[_caW[_e_ 25

342 σnlockingJtheJnacterialJβecYJγransloconXJ2016VJ]`VJa[dWa]c 23

341 γheJstructureJofJVgrs[JfromJ seudomonasJaeruginosaVJtheJneedleJtipJofJtheJbacterialJtypeJVuJ
secretionJsystemXJ2016VJc]VJ]]W__ 23

340 γargetingJteatJβhockJ roteinsJbZJandJcZJofJγoxoplasmaJgondiiJasJaJ otentialJprugJγargetfJunJβilicoJ
mpproachXJ2016VJdVJ_c`W_dc 7

339 pecipheringJtheJimpactJofJsomaticJmutationsJinJexonJ]ZJandJexonJeJofJ uw_omJgeneJinJbreastJ
tumorsJamongJundianJwomenJthroughJmolecularJdynamicsJapproachXJ2016VJ_`VJ]eW`[ 25

338 mnJefficientJandJflexibleJscanningJofJdatabasesJofJproteinJsecondaryJstructuresXJ2016VJ`bVJ][_W]__ 23

337 perivationJofJoriginalJαqβ JatomicJpartialJchargesJforJypJsimulationsJofJtheJxpm–JsurfactantJwithJ
mynqαfJapplicationsJtoJaJmodelJofJmicelleJandJaJfragmentJofJtheJlipidJkinaseJ u`wmXJ2017VJ_aVJ[aeW[d[ 3

336 tomologyJmodelingJandJmolecularJdynamicsJstudyJonJβchwanniomycesJoccidentalisJalphaWamylaseXJ
2017VJ_aVJac`Wad` 11

335 unfluenceJofJVa`yJmutationJinJgiantJmuscleJproteinJtitinfJaJcomputationalJscreeningJandJmolecularJ
dynamicsJapproachXJ2017VJ_aVJe[cWe]d 41

334 γheJdynamicJbindingJofJcholesterolJtoJtheJmultipleJsitesJofJoeefJasJrevealedJbyJcoarseWgrainedJandJ
allWatomJsimulationsXJPhysicalvChemistryvChemicalvPhysicsVJ2017VJ[eVJ_d`aW_dab 3.6 9

333 unteractionJofJaureinJ[X]JandJitsJanalogueJwithJp  oJlipidJbilayerXJ2017VJ`_VJ[]cW[_c 7

332 oomputationalJsmartJpolymerJdesignJbasedJonJelastinJproteinJmutabilityXJ2017VJ[]cVJ`eWbZ 39
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331 –neWWayJmllostericJoommunicationJbetweenJtheJγwoJpisulfideJnondsJinJγissueJractorXJ2017VJ[[]VJcdWdb 7

330 orystalJstructureJofJ vd–JfromJ seudomonasJaeruginosaXJ2017VJ`d`VJ[eaW]Z[ 6

329 yolecularJcharacterizationJofJmyoglobinJfromJβciurusJvulgarisJmeridionalisfJ rimaryJstructureVJ
kineticsJandJspectroscopicJstudiesXJ2017VJ[dbaVJ`eeWaZe 10

328 γheJumpactJofJzativeJβtateJβwitchingJonJ roteinJβequenceJqvolutionXJ2017VJ_`VJ[_cdW[_eZ 14

327 γheJup WβpecificJrorceJrieldJff[`up βrrJumprovesJtheJoonformerJβamplingJofJuntrinsicallyJ
pisorderedJ roteinsXJJournalvofvChemicalvInformationvandvModelingVJ2017VJacVJ[[bbW[[cd 6.1 108

326 βtructuralJinsightsJintoJtheJfunctionJofJZαmzn_JinJreplicationJstressJresponseXJNaturev
CommunicationsVJ2017VJdVJ[ad`c 17.4 34

325 ValidationJofJ roteinWxigandJorystalJβtructureJyodelsfJβmallJyoleculeJandJ eptideJxigandsXJ2017VJ
[bZcVJb[[Wb]a 3

324 βtabilityJandJcrystalJstructuresJofJtisddJmutantJhumanJtransthyretinsXJ2017VJae[VJ[db]W[dc[ 8

323 yodelingJandJqxperimentJαevealJβtructureJandJzanomechanicsJacrossJtheJunverseJγemperatureJ
γransitionJinJβilkWqlastinWlikeJ roteinJ olymersXJACSvBiomaterialsvSciencevandvEngineeringVJ2017VJ_VJ]ddeW]dee5.5 16

322 xoopXfJmJsraphicalJσserJunterfaceWnasedJpatabaseJforJoomprehensiveJmnalysisJandJoomparativeJ
qvaluationJofJxoopsJfromJ roteinJβtructuresXJ2017VJ]`VJ[Z`_W[Z`e 1

321 αeplicaJexchangeJmolecularJdynamicsJstudyJofJtheJamyloidJbetaJR[[â��`ZSJtrimerJpenetratingJaJ
membraneXJ2017VJcVJc_`bWc_ac 30

320 orystalJstructureJofJaJsmallJheatWshockJproteinJfromJXylellaJfastidiosaJrevealsJaJdistinctJhighWorderJ
structureXJ2017VJc_VJ]]]W]]c 7

319 γwilightJreloadedfJtheJpeptideJexperienceXJ2017VJc_VJ][[W]]] 7

318 γhermalJcompactionJofJtheJintrinsicallyJdisorderedJproteinJtaufJentropicVJstructuralVJandJ
hydrophobicJfactorsXJPhysicalvChemistryvChemicalvPhysicsVJ2017VJ[eVJd`_aWd``b 3.6 22

317 ribrillationWproneJconformationsJofJtheJamyloidW˛†W`]JpeptideJatJtheJgoldYwaterJinterfaceXJ
NanoscaleVJ2017VJeVJ]]ceW]]eZ 7.7 20

316 βtructuralJinsightJintoJtheJantiprionJcompoundJinhibitionJmechanismJofJnativeJprionJfoldingJoverJ
misfoldingXJ2017VJdeVJeZcWe[c 2

315 σsingJ yy–xJasJaJplatformJforJcomputationalJdrugJdesignXJ2017VJcVJe[]ed 98

314  hosphorylationJversusJ–WslczmcylationfJoomputationalJunsightsJintoJtheJpifferentialJunfluencesJofJ
theJγwoJoompetitiveJ ostWγranslationalJyodificationsXJ2017VJ[][VJ[Zb[dW[Zb_d 8

(2017-2017)
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313 qnhancingJβtructureJ redictionJandJpesignJofJβolubleJandJyembraneJ roteinsJwithJqxplicitJ
βolventW roteinJunteractionsXJ2017VJ]aVJ[cadW[ccZXed 13

312 γheJqffectsJofJm][sJyutationJonJγransmembraneJmmyloidJnetaJR[[W`ZSJγrimerfJmnJunJβilicoJβtudyXJ
2017VJ[][VJd`bcWd`c` 20

311 γwoJmajorJstableJstructuresJofJamyloidWformingJpeptidesfJamorphousJaggregatesJandJamyloidJ
fibrilsXJ2017VJ`_VJ[_cZW[_cb 3

310 pissectingJtheJstructureWfunctionJrelationshipJinJlysozymeJdomainJofJmycobacteriophageJ
p]eWencodedJpeptidoglycanJhydrolaseXJ2017VJae[VJ_]cbW_]dc 7

309 oatabolismJofJtheJoholesterolJβideJohainJinJyycobacteriumJtuberculosisJusJoontrolledJbyJaJ
αedoxWβensitiveJγhiolJβwitchXJ2017VJ_VJbbbWbca 10

308 –nWtheWflyJanalysisJofJmolecularJdynamicsJsimulationJtrajectoriesJofJproteinsJusingJtheJnayesianJ
inferenceJmethodXJ2017VJ[`cVJ[]`[Zd 3

307 γheJoryoelectronJyicroscopyJβtructureJofJtheJγypeJ[JohaperoneWσsherJ ilusJαodXJ2017VJ]aVJ[d]eW[d_dXe` 25

306 oomplexesJbetweenJcationicJpyridylphenyleneJdendrimersJandJovineJprionJproteinfJdoJhydrophobicJ
interactionsJmatterkXJ2017VJcVJ[babaW[bac` 19

305 mlbuminJRnβmSJadsorptionJontoJgraphiteJsteppedJsurfacesXJ2017VJ[`bVJ][`cZ` 9

304 βtructureJofJ hytoeneJpesaturaseJ rovidesJunsightsJintoJterbicideJnindingJandJαeactionJ
yechanismsJunvolvedJinJoaroteneJpesaturationXJ2017VJ]aVJ[]]]W[]_]Xe_ 28

303 yodeJofJ roteinJoomplexesJonJsoldJzanoparticlesJβurfacefJβynthesisJandJoharacterizationJofJ
niomaterialsJforJtemocompatibilityJandJ referentialJpzmJoomplexationXJ2017VJaVJ[Zd]W[Ze_ 20

302 ff[`up sJforceJfieldJimprovingJtheJconformationJsamplingJofJintrinsicallyJdisorderedJproteinsXJ2017VJ
deVJaW[a 51

301 unvestigatingJqbolaJvirusJpathogenicityJusingJmolecularJdynamicsXJBMCvGenomicsVJ2017VJ[dVJabb 4.5 7

300 βystematicJudentificationJofJyachineWxearningJyodelsJmimedJtoJolassifyJoriticalJαesiduesJforJ
 roteinJrunctionJfromJ roteinJβtructureXJ2017VJ]]VJ 4

299 pifferentialJunteractionJofJmntimicrobialJ eptidesJwithJxipidJβtructuresJβtudiedJbyJooarseWsrainedJ
yolecularJpynamicsJβimulationsXJ2017VJ]]VJ 17

298 mlterationJofJtheJ˛–[˛†]Y˛–]˛†[JsubunitJinterfaceJcontributesJtoJtheJincreasedJhemoglobinWoxygenJ
affinityJofJhighWaltitudeJdeerJmiceXJ2017VJ[]VJeZ[c`e][ 4

297 towJdoJβymWlinkedJmutationsJofJβyz[JleadJtoJstructuralYfunctionalJdeficiencyJofJtheJβymJ
proteinkXJ2017VJ[]VJeZ[cda[e 10

296 βphinxfJmergingJknowledgeWbasedJandJabJinitioJapproachesJtoJimproveJproteinJloopJpredictionXJ
2017VJ__VJ[_`bW[_a_ 25

Citation Report

16



295 olarifyingJtheJroleJofJcryoWJandJlyoWprotectantsJinJtheJbiopreservationJofJproteinsXJPhysicalv
ChemistryvChemicalvPhysicsVJ2018VJ]ZVJd]bcWd]cc 3.6 14

294 βupramolecularJselfJassemblyJofJnanodrillWlikeJstructuresJforJintracellularJdeliveryXJ2018VJ]d]VJcbWde 11

293 βurfactantsJasJstabilizersJforJbiopharmaceuticalsfJmnJinsightJintoJtheJmolecularJmechanismsJforJ
inhibitionJofJproteinJaggregationXJ2018VJ[]dVJedW[Zb 10

292 rlexJddsfJαosettaJqnsembleWnasedJqstimationJofJohangesJinJ roteinW roteinJnindingJmffinityJuponJ
yutationXJ2018VJ[]]VJa_deWa_ee 80

291 βtructureWfunctionJinsightsJintoJdirectJlipidJtransferJbetweenJmembranesJbyJymm[Wydm[]JofJ
qαyqβXJ2018VJ][cVJeaeWec` 80

290  redictingJloopJconformationalJensemblesXJ2018VJ_`VJe`eWeab 15

289 tighWβtrengthVJpurableJmllWβilkJribroinJtydrogelsJwithJVersatileJ rocessabilityJtowardJ
yultifunctionalJmpplicationsXJ2018VJ]dVJ[cZ`cac 89

288 rormationJofJoatalyticallyJmctiveJninuclearJoenterJofJslycerophosphodiesterasefJmJyolecularJ
pynamicsJβtudyXJ2018VJ[]]VJacecWadZd 7

287 tspeZJshapesJproteinJandJαzmJevolutionJtoJbalanceJtradeWoffsJbetweenJproteinJstabilityJandJ
aggregationXJNaturevCommunicationsVJ2018VJeVJ[cd[ 17.4 39

286 γheJ reservationJofJxyophilizedJtumanJsrowthJtormoneJmctivityfJhowJpoJnuffersJandJβugarsJ
unteractkXJ2018VJ_aVJ[_[ 3

285 pistributionJofJdipeptidesJinJdifferentJproteinJstructuralJclassesfJanJeffortJtoJfindJnewJsimilaritiesXJ
2018VJ`cVJ_[W_d 3

284 piversityJinJ˛–˛†JandJ˛†˛–JxoopJoonnectionsJinJγuyJnarrelJ roteinsfJumplicationsJforJβtabilityJandJ
pesignJofJtheJroldXJ2018VJ[ZVJdZaWd[] 5

283 oharacterizationJofJcysteineJthiolJmodificationsJbasedJonJproteinJmicroenvironmentsJandJlocalJ
secondaryJstructuresXJ2018VJdbVJ[e]W]Ze 11

282 βimultaneousJandJundependentJpualJβiteWβpecificJβelfWxabelingJofJαecombinantJmntibodiesXJ2018VJ
]eVJ_adbW_ae` 7

281  redictionJofJmntimicrobialJ otentialJofJaJohemicallyJyodifiedJ eptideJrromJutsJγertiaryJβtructureXJ
2018VJeVJ]aa[ 30

280 γwoJdistinctJconformationsJofJfactorJtJregulateJdiscreteJcomplementWbindingJfunctionsJinJtheJfluidJ
phaseJandJatJcellJsurfacesXJ2018VJ]e_VJ[c[bbW[c[dc 8

279 paαeσβWxoopfJaccurateJloopJmodelingJusingJfragmentsJfromJremoteJorJunrelatedJproteinsXJ2018VJdVJ[_bc_ 21

278 yachineJxearningJmpproachesJforJ roteink roteinJunteractionJtotJβpotJ redictionfJ rogressJandJ
oomparativeJmssessmentXJ2018VJ]_VJ 40
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277 βtructuralJoharacterizationJofJtheJrlmoJ roteinJunvolvedJinJniofilmJrormationXJ2018VJ]_VJ 6

276 mnJisolateJofJ otatoJVirusJXJcapsidJproteinJfromJzXJbenthamianafJunsightsJfromJhomologyJmodelingJ
andJmolecularJdynamicsJsimulationXJ2018VJ[[bVJe_eWe`b 4

275 xocalJunteractionJβignalJmnalysisJ redictsJ roteinW roteinJnindingJmffinityXJ2018VJ]bVJeZaWe[aXe` 11

274 unvestigatingJ olyoxometalateW roteinJunteractionsJatJohemicallyJpistinctJnindingJβitesXJ2018VJ[]]VJc][eWc]_] 17

273 βolidWstateJzyαJchemicalJshiftJassignmentsJofJaquaporinJZJinJlipidJbilayersXJ2018VJ[]VJ_]_W_]d 3

272 βWzitrosylationJγargetsJsβz–JαeductaseJforJβelectiveJmutophagyJduringJtypoxiaJαesponsesJinJ
 lantsXJMolecularvCellVJ2018VJc[VJ[`]W[a`Xeb 17.6 81

271 pecipheringJtheJroleJofJusppJR]WoWmethylWpWerythritolJ`WphosphateJcytidyltransferaseSJenzymeJasJaJ
potentialJtherapeuticJdrugJtargetJagainstJ lasmodiumJvivaxXJ2018VJbcaVJ]`ZW]a_ 5

270 senomicJmpproachJtoJmsthmaXJ2018VJ 1

269 αoleJofJzinthJγypeWuuuJpomainJofJribronectinJinJtheJyediationJofJoellWnindingJpomainJmdsorptionJonJ
βurfacesJwithJpifferentJohemistriesXJ2018VJ_`VJed`cWedaa 6

268  redictingJtheJclinicalJimpactJofJhumanJmutationJwithJdeepJneuralJnetworksXJ2018VJaZVJ[[b[W[[cZ 155

267 mJcoarseWgrainedJapproachJtoJstudyingJtheJinteractionsJofJtheJantimicrobialJpeptidesJaureinJ[X]JandJ
maculatinJ[X[JwithJ – sY – qJlipidJmixturesXJ2018VJ]`VJ]Zd 7

266 oasesidinWlikeJantiWbacterialJpeptidesJinJpepticJhydrolysateJofJcamelJmilkJ˛†WcaseinXJ2018VJdbVJ`eWab 10

265 oonformationalJqnsemblesJqxhibitJqxtensiveJyolecularJαecognitionJreaturesXJ2018VJ_VJeeZcWee]Z 3

264 niologicalJpatabasesXJ2018VJ_Z_W__c

263  redictionJofJinterresidueJcontactsJwithJpeepyeta βuo–VJinJomβ [_XJ2019VJdcVJ[Ze]W[Zee 67

262 omsuafJ–bjectiveJperformanceJassessmentsJofJpredictionsJbasedJonJtheJqvolutionaryJmctionJ
equationXJ2019VJ`ZVJ[`_bW[`a` 11

261 udentificationVJfunctionalJandJstructuralJcharacterizationJofJnovelJaminoglycosideJ
phosphotransferaseJm tR_kSWudJfromJβtreptomycesJrimosusJsubspXJrimosusJmγooJ[ZecZXJ2019VJbc[VJ[[[W[]] 6

260 eyapfJmJWebJmpplicationJforJudentifyingJandJVisualizingJqlectronJorJtoleJtoppingJ athwaysJinJ
 roteinsXJ2019VJ[]_VJbe`bWbea[ 5
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259 oomparativeJstructuralJandJthermalJstabilityJstudiesJofJoucJmJ]XZ[Z[VJmrtJvJ`XZ[Z[JandJotherJ
allergenicJprofilinsXJ2019VJ[[`VJ[eW]e 13

258 oonformationalJmodificationsJinducedJbyJinternalJtandemJduplicationsJonJtheJrxγ_JkinaseJandJ
juxtamembraneJdomainsXJPhysicalvChemistryvChemicalvPhysicsVJ2019VJ][VJ[d`bcW[d`cb 3.6 5

257 βtructureJofJinterferonWstimulatedJgeneJproductJ[aJRuβs[aSJfromJtheJbatJspeciesJyyotisJdavidiiJandJ
theJimpactJofJinterdomainJuβs[aJinteractionsJonJviralJproteinJengagementXJ2019VJcaVJ][W_[ 8

256 zonWcatalyticJnindingJβitesJunduceJWeakerJxongWαangeJqvolutionaryJαateJsradientsJthanJoatalyticJ
βitesJinJqnzymesXJ2019VJ`_[VJ_dbZW_dcZ 6

255 ββqγhreadfJuntegrativeJthreadingJofJtheJpzmW wcsJsequenceJbasedJonJdataJfromJchemicalJ
crossWlinkingJandJhydrogenJdeuteriumJexchangeXJ2019VJ[`cVJe]W[Z] 6

254 γuningJβtructureJandJpynamicsJofJnlueJoopperJmzurinJvunctionsJviaJβingleJmminoWmcidJyutationsXJ
2019VJeVJ 11

253 yolecularJrecognitionJofJubiquitinJandJxysb_WlinkedJdiubiquitinJbyJβγmy]JσuyWβt_JdualJdomainfJ
theJeffectJofJitsJlinkerJlengthJandJflexibilityXJ2019VJeVJ[`b`a 2

252 WellWnalancedJrorceJrieldJZ_JforJroldedJandJpisorderedJ roteinsXJ2019VJ[aVJbcbeWbcdZ 27

251 mngularÅmfJ roteinJyodelJÅualityJmssessmentJwithJxβγyJzetworksXJ2019VJcVJ[We 26

250 rawyβmfJqndWtoWendJpeepJxearningJusingJrawJyultipleJβequenceJmlignmentsXJ2019VJ[`VJeZ]]Z[d] 27

249 yodulationJofJmmyloidW˛†`]JoonformationJbyJβmallJyoleculesJγhroughJzonspecificJnindingXJ2019VJ
[aVJa[beWa[c` 16

248 niophysicalJunsightJonJtheJyembraneJunsertionJofJanJmrginineWαichJoellW enetratingJ eptideXJ2019VJ
]ZVJ 3

247 γheJcatalyticJactivityJofJmbl[JsingleJandJcompoundJmutationsfJumplicationsJforJtheJmechanismJofJ
drugJresistanceJmutationsJinJchronicJmyeloidJleukaemiaXJ2019VJ[db_VJc_]Wc`[ 13

246  rolineJ`[[JbiasesJtheJconformationJofJtheJintrinsicallyJdisorderedJplantJσVαdJphotoreceptorJo]cJ
domainJalteringJtheJfunctionalJpropertiesJofJtheJpeptideXJ2019VJeVJd[d 3

245 qssentialJyycoplasmaJslycolipidJβynthaseJmdheresJtoJtheJoellJyembraneJbyJyeansJofJanJ
mmphipathicJtelixXJ2019VJeVJcZda 1

244  redictingJβecondaryJβtructureJforJtumanJ roteinsJnasedJonJohouWrasmanJyethodXJ2019VJ]_]W]`[

243  roteinzetfJaJstandardizedJdataJsetJforJmachineJlearningJofJproteinJstructureXJ2019VJ]ZVJ_[[ 42

242 oomparativeJqxploratoryJmnalysisJofJuntrinsicallyJpisorderedJ roteinJpynamicsJσsingJyachineJ
xearningJandJzetworkJmnalyticJyethodsXJ2019VJbVJ`] 12
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241 mJβelfWoonsistentJβonificationJyethodJtoJγranslateJmminoJmcidJβequencesJintoJyusicalJ
oompositionsJandJmpplicationJinJ roteinJpesignJσsingJmrtificialJuntelligenceXJ2019VJ[_VJc`c[Wc`d] 53

240  rankWebfJaJwebJserverJforJligandJbindingJsiteJpredictionJandJvisualizationXJNucleicvAcidsvResearchVJ
2019VJ`cVJW_`aWW_`e 20.1 73

239 βingleJnucleotideJpolymorphismsJinJtheJhumanJmγ cnJgeneJmodifyJtheJpropertiesJofJtheJmγ cnJ
proteinXJ2019VJ[[VJ[[]dW[[_e 11

238 αegulationJofJmeaslesJvirusJgeneJexpressionJbyJ JproteinJcoiledWcoilJpropertiesXJSciencevAdvancesVJ
2019VJaVJeaaw_cZ] 14.3 18

237 βubstrateJβpecificityJinJγhiolJpioxygenasesXJ2019VJadVJ]_edW]`Zc 20

236 mgreementJbetweenJqxperimentalJandJβimulatedJoircularJpichroicJβpectraJofJaJ ositivelyJohargedJ
 eptideJinJmqueousJβolutionJandJonJβelfWmssembledJyonolayersXJ2019VJ[]_VJ`a[]W`a]b 6

235 peepJyutationalJβcanJofJtheJtighlyJoonservedJunfluenzaJmJVirusJy[JyatrixJ roteinJαevealsJ
βubstantialJuntrinsicJyutationalJγoleranceXJ2019VJe_VJ 11

234 mssessingJtheJmccuracyJofJpifferentJβolvationJyodelsJγoJpescribeJ roteinJmdsorptionXJ2019VJ[aVJ]a`dW]abZ 5

233 γheJdisorderedJplantJdehydrinJxti_ZJprotectsJtheJmembraneJduringJwaterWrelatedJstressJbyJ
crossWlinkingJlipidsXJ2019VJ]e`VJb`bdWb`d] 16

232  robableJγransmembraneJmmyloidJ˛–WtelixJnundlesJoapableJofJoonductingJoaJuonsXJ2019VJ[]_VJ]b`aW]ba_ 19

231 mnalyzingJtheJβurfaceJβtructureJofJtheJnindingJpomainJonJpzmJandJαzmJnindingJ roteinsXJ2019VJcVJ_ZZ`]W_ZZ`e2

230 βtructuralJmnalysisJofJaJγrimerJofJ˛†WyicrogloblinJrragmentJbyJyolecularJpynamicsJβimulationsXJ
2019VJ[[bVJcd[WceZ 2

229 olusterWγransitionJpeterminingJβitesJσnderlyingJtheJmntigenicJqvolutionJofJβeasonalJunfluenzaJ
VirusesXJ2019VJ_bVJ[[c]W[[db 4

228 –xidativelyWmediatedJinJsilicoJepimerizationJofJaJhighlyJamyloidogenicJsegmentJinJtheJhumanJ
calcitoninJhormoneJRhoγSXJ2019VJdZVJ]aeW]be 0

227  redictionJofJVαoZ[JneutralizationJsensitivityJbyJtuVW[Jgp[bZJsequenceJfeaturesXJ2019VJ[aVJe[ZZbea] 13

226 tomogentisateJ[V]WdioxygenaseJRtspSJgeneJvariantsVJtheirJanalysisJandJgenotypeWphenotypeJ
correlationsJinJtheJlargestJcohortJofJpatientsJwithJmwσXJ2019VJ]cVJdddWeZ] 35

225 βequenceWperivedJyarkersJofJprugJγargetsJandJ otentiallyJpruggableJtumanJ roteinsXJ2019VJ[ZVJ[Zca 7

224 telicalJβtructureJofJαecombinantJyelittinXJ2019VJ[]_VJ_abW_bd 12
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223 uncreasingJtheJaccuracyJofJproteinJloopJstructureJpredictionJwithJevolutionaryJconstraintsXJ2019VJ_aVJ]adaW]ae]3

222 rineJmappingJofJhydrophobicJcontactsJreassessesJtheJorganizationJofJtheJfirstJthreeJdystrophinJ
coiledWcoilJrepeatsXJ2019VJ]dVJab[WacZ

221  roteinJmodelJdiscriminationJattemptsJusingJmutationalJsensitivityVJpredictedJsecondaryJstructureVJ
andJmodelJqualityJinformationXJ2019VJdcVJ_]bW__b 5

220 γheJplantWbasedJchimericJantimicrobialJproteinJβl [`aW  o]ZJprotectsJtomatoJagainstJbacterialJwiltJ
diseaseJcausedJbyJαalstoniaJsolanacearumXJ2019VJ]dZVJ[ecW]Za 11

219 mutomaticallyJrixingJqrrorsJinJslycoproteinJβtructuresJwithJαosettaXJ2019VJ]cVJ[_`W[_eXe_ 59

218 βecondaryJstructuresJtransitionJofJtauJproteinJwithJintrinsicallyJdisorderedJproteinsJspecificJforceJ
fieldXJ2019VJe_VJ]`]W]a_ 4

217 βtructureJandJdynamicsJanalysisJofJaJnewJmemberJheparinaseJuuYuuuJofJfamilyJ[]JpolysaccharideJlyaseJ
fromJbyJcomputationalJmodelingJandJsmallWangleJXWrayJscatteringXJ2020VJ_dVJ]ZZcW]Z]Z 2

216 γheJunusualJconformationJofJcrossWstrandJdisulfideJbondsJisJcriticalJtoJtheJstabilityJofJ˛†WhairpinJ
peptidesXJ2020VJddVJ`daWaZ] 5

215 tighlyJrlexibleJxigandJpockingfJnenchmarkingJofJtheJpockγhorJ rogramJonJtheJxqmpβW q J
 roteinW eptideJpataJβetXJJournalvofvChemicalvInformationvandvModelingVJ2020VJbZVJbbcWbd_ 6.1 54

214 –nJtheJcomplementarityJofJXWrayJandJzyαJdataXJ2020VJ`VJ[ZZZ[e 2

213 rindingJtheJgeneralizedJmolecularJprinciplesJofJproteinJthermalJstabilityXJ2020VJddVJcddWdZd 19

212
oomputationalJpesignJofJniologicallyJmctiveJmnticancerJ eptidesJandJγheirJunteractionsJwithJ
teterogeneousJ – oY – βJxipidJyembranesXJJournalvofvChemicalvInformationvandvModelingVJ2020VJ
bZVJ__]W_`[

6.1 4

211 tumanJ˛–nWcrystallinJdiscriminatesJbetweenJaggregationWproneJandJfunctionWpreservingJvariantsJofJ
aJclientJproteinXJ2020VJ[db`VJ[]eaZ] 5

210 qffectsJofJzucleotideJandJqndWpependentJmctinJoonformationsJonJ olymerizationXJ2020VJ[[eVJ[dZZW[d[Z 1

209 umpactJofJproteinJdynamicsJonJsecondaryJstructureJpredictionXJ2020VJ[ceVJ[`W]] 0

208 tighWαesolutionJXrqxJβtructureJofJtheJβolubleJyethaneJyonooxygenaseJtydroxylaseJoomplexJ
withJitsJαegulatoryJoomponentJatJmmbientJγemperatureJinJγwoJ–xidationJβtatesXJ2020VJ[`]VJ[`]`eW[`]bb 22

207 βtructureWbasedJdesigningJefficientJpeptidesJbasedJonJpa_JbindingJsiteJresiduesJtoJdisruptJ
pa_Wypy]YXJinteractionXJ2020VJ[ZVJ[[``e 2

206 mJstructuralJandJkineticJsurveyJofJsta_`JendoglucanasesJrevealsJdeterminantsJofJbroadJsubstrateJ
specificityJandJopportunitiesJforJbiomassJhydrolysisXJ2020VJ]eaVJ[cca]W[ccbe 2
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205 unsightJintoJvitronectinJstructuralJevolutionJonJmaterialJsurfaceJchemistriesfJγheJmediationJforJcellJ
adhesionXJ2020VJaVJ[Z``W[Za] 12

204 sraphiteYgoldJnanoparticlesJelectrodeJforJdirectJproteinJattachmentfJcharacterizationJandJgasJ
sensingJapplicationXJ2020VJ]cVJ`_]Z]W`_][[ 1

203 unsightsJintoJtheJqffectJofJourcuminJandJRWSWqpigallocatechinW_WsallateJonJtheJmggregationJofJ
m˛†R[W`ZSJyonomersJbyJyeansJofJyolecularJpynamicsXJ2020VJ][VJ 12

202  atternJandJpynamicsJofJrxγ_JpuplicationsXJJournalvofvChemicalvInformationvandvModelingVJ2020VJbZVJ`ZZaW`Z]Z6.1 4

201 yy JactivationWassociatedJaminopeptidaseJzJrevealsJaJbivalentJ[`W_W_JbindingJmotifXJ2020VJ]eaVJ[d]bbW[d]ca 2

200 βideJchainJflexibilityJandJtheJsymmetryJofJproteinJhomodimersXJ2020VJ[aVJeZ]_adb_ 1

199  rem αufJ redictingJtheJqffectsJofJyissenseJyutationsJonJ roteinWαzmJunteractionsXJ2020VJ][VJ 4

198 mutochthonousJγransmissionJofJWestJzileJVirusJbyJaJzewJVectorJinJuranVJVectorWtostJunteractionJ
yodelingJandJVirulenceJseneJpeterminantsXJ2020VJ[]VJ 3

197 oharacterizationJofJtheJyycobacterialJyβyqsW_cb]Yb_JqffluxJ umpJinJprugJqffluxXJ2020VJ[[VJacad]d 3

196 seneticJinteractionJmappingJinformsJintegrativeJstructureJdeterminationJofJproteinJcomplexesXJ
2020VJ_cZVJ 11

195 mJslobalJαamachandranJβcoreJudentifiesJ roteinJβtructuresJwithJσnlikelyJβtereochemistryXJ2020VJ
]dVJ[]`eW[]adXe] 23

194 ooarseWgrainedJRhybridSJintegrativeJmodelingJofJbiomolecularJinteractionsXJ2020VJ[dVJ[[d]W[[eZ 9

193 pecomposingJβtructuralJαesponseJpueJtoJβequenceJohangesJinJ roteinJpomainsJwithJyachineJ
xearningXJ2020VJ`_]VJ``_aW```b 0

192 βtructureJandJpynamicsJinJtheJmγsdJramilyJrromJqxperimentalJtoJoomputationalJγechniquesXJ2020VJ
dVJ`]Z 12

191 tydrogenJbondJnetworkJanalysisJrevealsJtheJpathwayJforJtheJprotonJtransferJinJtheJqWchannelJofJγXJ
thermophilusJoomplexJuXJ2020VJ[db[VJ[`d]`Z 8

190 βonificationJbasedJproteinJdesignJusingJartificialJintelligenceVJstructureJpredictionVJandJanalysisJ
usingJmolecularJmodelingXJ2020VJ`VJZ[b[Zd 16

189 yutationJeffectJestimationJonJproteinWproteinJinteractionsJusingJdeepJcontextualizedJ
representationJlearningXJ2020VJ]VJlqaaZ[a 17

188 yutanind]fJ redictingJtheJumpactsJofJβingleJandJyultipleJyutationsJonJ roteinW roteinJ
unteractionsXJ2020VJ]_VJ[ZZe_e 40
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187 VibrationalJimagingJofJproteinsfJchangesJinJtheJtissuesJandJcellsJinJtheJlifestyleJdiseaseJstudiesXJ
2020VJ[ccW][d

186 βtructuralJandJbiophysicalJcharacterizationJofJtheJtypeJVuuJcollagenJvWrm]JsubdomainJleadsJtoJ
identificationJofJtwoJbindingJsitesXJ2020VJ[ZVJadZWae]

185 qffectJofJ hosphorylationJandJ–WslczmcylationJonJ rolineWαichJpomainsJofJγauXJ2020VJ[]`VJ[eZeW[e[d 9

184 mdditionalJsaltJbridgesJimproveJtheJthermostabilityJofJ[V`W˛–WglucanJbranchingJenzymeXJ2020VJ_[bVJ[]b_`d 4

183 γheJoellJWallJ moJR rolineWαichVJmrabinogalactanJ roteinsVJoonservedJoysteinesSJpomainW roteinsJ
mreJoonservedJinJtheJsreenJxineageXJ2020VJ][VJ 1

182 – σβWroldfJmnJ–penWβourceJ roteinJroldingJrrameworkJnasedJonJγorsionWmngleJβamplingXJ2020VJ
[bVJ_ecZW_ecb 4

181 βtructureJandJrunctionJofJtheJnacterialJ roteinJγoxinJ henomycinXJ2020VJ]dVJa]dWa_eXee 2

180 runctionalJcharacterizationJofJanJunknownJsoybeanJintrinsicallyJdisorderedJproteinJinJvitroJandJinJ
qscherichiaJcoliXJ2021VJ[bbVJa_dWa`e 0

179
yethionineJaminopeptidasesJwithJshortJsequenceJinsertsJwithinJtheJcatalyticJdomainJareJ
differentiallyJinhibitedfJβtructuralJandJbiochemicalJstudiesJofJthreeJproteinsJfromJVibrioJsppXJ2021VJ
]ZeVJ[[]dd_

2

178 unvestigatingJmutationsJatJtheJhotspotJpositionJofJtheJqαnn]JandJscreeningJforJtheJnovelJleadJ
compoundJtoJtreatJbreastJcancerJWJaJcomputationalJapproachXJ2021VJ[]_VJ`eWc[ 6

177 mJperspectiveJonJmusicalJrepresentationsJofJfoldedJproteinJnanostructuresXJ2021VJaVJZ[]aZ[ 3

176 qxploringJtheJqvolutionaryJtistoryJofJwineticJβtabilityJinJtheJ˛–WxyticJ roteaseJramilyXJ2021VJbZVJ[cZW[d[ 0

175 qffectsJofJuonsJandJβmallJoompoundsJonJtheJβtructureJofJm˛†JyonomersXJ2021VJ[]aVJ[ZdaW[Zec 2

174 nayesianJinferenceJassessmentJofJproteinJsecondaryJstructureJanalysisJusingJcircularJdichroismJ
dataJWJhowJmuchJstructuralJinformationJisJcontainedJinJproteinJcircularJdichroismJspectrakXJ2021VJ[_VJ_aeW_bd 4

173 βtudyJonJmechanismJofJmatrineJinJtreatmentJofJo–VupW[eJcombinedJwithJliverJinjuryJbyJnetworkJ
pharmacologyJandJmolecularJdockingJtechnologyXJ2021VJ]dVJ_]aW_`] 10

172 βpectralJtuningJofJchlorophyllsJinJproteinsJWJelectrostaticsJvsXJringJdeformationXJPhysicalvChemistryv
ChemicalvPhysicsVJ2021VJ]_VJba``Wbaa[ 3.6 6

171 peepJxearningJforJ roteinW roteinJunteractionJβiteJ redictionXJ2021VJ]_b[VJ]b_W]dd 3

170  oorJ ersonQsJptJβimulationJofJyembraneJ roteinsXJ2021VJ]_[aVJ[ecW][c
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169  redictingJtheJaptamerJβYx_oWqpomyJcomplexQsJstructureJwithJtheJyartiniWbasedJsimulationJ
protocolXJPhysicalvChemistryvChemicalvPhysicsVJ2021VJ]_VJcZbbWcZce 3.6 2

168 peepoysfJβtructureWbasedJmultipleJcysteineJfunctionJpredictionJmethodJtrainedJonJdeepJneuralJ
networkfJoaseJstudyJonJdomainsJofJunknownJfunctionsJbelongingJtoJo–X]JdomainsXJ2021VJdeVJc`aWcb[ 1

167 nirefringentJβilkJribroinJtydrogelJoonstructedJviaJninaryJβolventWqxchangeWunducedJβelfWmssemblyXJ
2021VJ]]VJ[eaaW[eba 3

166 unJsilicoJmethodJforJselectingJresidueJpairsJforJsingleWmoleculeJmicroscopyJandJspectroscopyXJ2021VJ
[[VJacab 2

165 mJphenylalanineJdynamicJswitchJcontrolsJtheJinterfacialJactivationJofJαhizopusJchinensisJlipaseXJ
2021VJ[c_VJ[W[] 11

164 yutationJβignaturesJandJunJβilicoJpockingJofJzovelJβmαβWooVW]JVariantsJofJooncernXJ2021VJeVJ 17

163 oomprehensiveJassessmentJofJundianJvariationsJinJtheJdruggableJkinomeJlandscapeJhighlightsJ
distinctJinsightsJatJtheJsequenceVJstructureJandJpharmacogenomicJstratumXJ

162 mreJvanadiumJcomplexesJdruggableJagainstJtheJmainJproteaseJyJofJβmαβWooVW]kJWJmJcomputationalJ
approachXJ2021VJa[eVJ[]Z]dc 7

161 risetinJinhibitsJtauJaggregationJbyJinteractingJwithJtheJproteinJandJpreventingJtheJformationJofJ
˛†WstrandsXJ2021VJ[cdVJ_d[W_e_ 6

160 qngineeringJthe´ proteinJdynamicsJofJan´ ancestralJluciferaseXJNaturevCommunicationsVJ2021VJ[]VJ_b[b 17.4 9

159 βmαβWooVW]JspilloverJtransmissionJdueJtoJrecombinationJeventXJ2021VJ]_VJ[Z[Z`a 4

158 yicroWmqueousJ–rganicJβystemfJmJzeglectedJyodelJinJoomputationalJxipaseJpesignkXJ2021VJ[[VJ 0

157 pynamicsJinJanJunusualJacylJcarrierJproteinJfromJaJladderaneJlipidWsynthesizingJorganismXJ2021VJ 0

156 runctionalJandJstructuralJanalysesJofJnovelJβmithWwingsmoreJβyndromeWmssociatedJyγ–αJvariantsJ
revealJpotentialJnewJmechanismsJandJpredictorsJofJpathogenicityXJ2021VJ[cVJe[ZZeba[ 1

155 βtructuralJbasisJforJtheJconstitutiveJactivityJandJimmunomodulatoryJpropertiesJofJtheJqpsteinWnarrJ
virusWencodedJsJproteinWcoupledJreceptorJnuxr[XJ2021VJa`VJ[`ZaW[`[bXec 3

154 mccurateJqstimationJofJβolventJmccessibleJβurfaceJmreaJforJooarseWsrainedJniomolecularJβtructuresJ
withJpeepJxearningXJ2021VJ[]aVJe`eZWe`ed 0

153 untroductionJofJaJnewJschemeJforJclassifyingJ˛†WturnsJinJproteinJstructuresXJ2021VJ 0

152 γheJstructuralJheterogeneityJofJ˛–WsynucleinJisJgovernedJbyJseveralJdistinctJsubpopulationsJwithJ
interconversionJtimesJslowerJthanJmillisecondsXJ2021VJ]eVJ[Z`dW[Zb`Xeb 11

Citation Report

24



151 βocket]fJmJ rogramJforJxocatingVJVisualisingVJandJmnalysingJooiledWcoilJunterfacesJinJ roteinJ
βtructuresXJ2021VJ 4

150 mssessingJtheJaccuracyJofJcontactJandJdistanceJpredictionsJinJomβ [`XJ2021VJdeVJ[dddW[eZZ 4

149 udentificationJandJoharacterizationJofJβpecificJ roteinWxipidJunteractionsJσsingJyolecularJ
βimulationXJ2021VJ]_[aVJ[][W[_e 2

148  roteinJβequenceJmnalysisJσsingJtheJy uJnioinformaticsJγoolkitXJ2020VJc]VJe[Zd 109

147 oomputationalJtoolsJforJdesigningJsmartJlibrariesXJ2014VJ[[ceVJ]e[W_[` 16

146 αapidJ redictionJofJyultiWdimensionalJzyαJpataJβetsJσsingJrmzpmβXJ2018VJ[bddVJ[[[W[_] 3

145 αevealingJtheJglobalJmapJofJproteinJfoldingJspaceJbyJlargeWscaleJsimulationsXJ2015VJ[`_VJ]`_[a` 5

144 oorrelationJofJstructureVJfunctionJandJproteinJdynamicsJinJmyoglobinsJfromJqurasianJwoodcockVJ
chickenJandJostrichXJ2021VJ_eVJda[Wdbb 2

143 xiquifiedJproteinJvibrationsVJclassificationJandJcrossWparadigmJdeJnovoJimageJgenerationJusingJdeepJ
neuralJnetworksXJ2020VJ`VJZ_aZZ` 8

142  αuβy–upfJaJcomprehensiveJ_pJstructureJdatabaseJforJpostWtranslationalJmodificationsJandJ
mutationsJwithJfunctionalJimpactXJ2020VJ][VJ[ZbeW[Zce 17

141  roteinJβequenceJpesignJwithJaJxearnedJ otentialXJ 11

140  rem βfJ redictingJtheJqffectsJofJβingleJyutationsJonJ roteinJβtabilityXJ 3

139 oomputationalJdesignJofJgenesJencodingJcompletelyJoverlappingJproteinJdomainsfJunfluenceJofJ
geneticJcodeJandJtaxonomicJrankXJ 2

138 pqqxusfJmJpeepJxearningWbasedJapproachJtoJpredictJproteinWligandJbindingJaffinityXJ 0

137 γheJstructuralJheterogeneityJofJ˛–WsynucleinJisJgovernedJbyJseveralJdistinctJsubpopulationsJwithJ
interconversionJtimesJslowerJthanJmillisecondsXJ 3

136 rawyβmfJqndWtoWendJpeepJxearningJyakesJ roteinJβequenceJ rofilesJandJreatureJqxtractionJ
obsoleteXJ 5

135  αuβy–upfJaJcomprehensiveJ_pJstructureJdatabaseJforJpostWtranslationalJmodificationsJandJ
mutationsJwithJfunctionalJimpactXJ 2

134 mngularÅmfJ roteinJyodelJÅualityJmssessmentJwithJxβγyJzetworksXJ 2
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133  redictionJofJinterWresidueJcontactsJwithJpeepyeta βuo–VJinJomβ [_XJ 6

132  rankWebfJwebJserverJforJligandJbindingWsiteJpredictionJandJvisualizationXJ 1

131 niologicalJstructureJandJfunctionJemergeJfromJscalingJunsupervisedJlearningJtoJ]aZJmillionJproteinJ
sequencesXJ 66

130 αamazetfJoomputationalJdeJnovoJhelicalJproteinJbackboneJdesignJusingJaJlongJshortWtermJmemoryJ
generativeJneuralJnetworkXJ 4

129 qvaluatingJ roteinJγransferJxearningJwithJγm qXJ 51

128 mnomaliesJinJtheJrefinementJofJisoleucineXJ2014VJcZVJ[Z_cW`e 3

127 γheJquaternaryJstructureJofJtheJeukaryoticJpzmJreplicationJproteinsJβldcJandJβld_XJ2015VJc[VJ[b`eWab 26

126 αesidueJcontactsJpredictedJbyJevolutionaryJcovarianceJextendJtheJapplicationJofJabJinitioJmolecularJ
replacementJtoJlargerJandJmoreJchallengingJproteinJfoldsXJ2016VJ_VJ]aeWcZ 12

125 yeasuringJevolutionaryJratesJofJproteinsJinJaJstructuralJcontextXJ2017VJbVJ[d`a 9

124 yeasuringJevolutionaryJratesJofJproteinsJinJaJstructuralJcontextXJ2017VJbVJ[d`a 9

123 αamazetfJoomputationalJdeJnovoJhelicalJproteinJbackboneJdesignJusingJaJlongJshortWtermJmemoryJ
generativeJadversarialJneuralJnetworkXJeVJ]ed 2

122 αamazetfJoomputational´ deJnovo´ helicalJproteinJbackboneJdesignJusingJaJlongJshortWtermJmemoryJ
generativeJneuralJnetworkXJeVJ]ed 7

121 oharacterizingJalphaJhelicalJpropertiesJofJqbolaJviralJproteinsJasJpotentialJtargetsJforJinhibitionJofJ
alphaWhelixJmediatedJproteinWproteinJinteractionsXJ2014VJ_VJ]a[ 8

120 oorrelatingJtheJabilityJofJV ]`JproteinJfromJqbolaJandJyarburgJvirusesJtoJbindJhumanJkaryopherinJ
toJtheirJimmuneJsuppressionJmechanismJandJpathogenicityJusingJcomputationalJmethodsXJ_VJ]ba 7

119 oorrelatingJtheJabilityJofJV ]`JproteinJfromJqbolaJandJyarburgJvirusesJtoJbindJhumanJkaryopherinJ
toJtheirJimmuneJsuppressionJmechanismJandJpathogenicityJusingJcomputationalJmethodsXJ_VJ]ba 1

118 γheJ pnJdatabaseJisJaJrichJsourceJofJalphaWhelicalJantiWmicrobialJpeptidesJtoJcombatJdiseaseJ
causingJpathogensXJ2014VJ_VJ]ea 7

117 γheJ pnJdatabaseJisJaJrichJsourceJofJalphaWhelicalJantiWmicrobialJpeptidesJtoJcombatJdiseaseJ
causingJpathogensXJ2014VJ_VJ]ea 7

116 yq  itopefJspatialVJelectrostaticJandJsecondaryJstructureJperturbationsJinJtheJpostWfusionJpengueJ
virusJenvelopeJproteinJhighlightsJknownJepitopesJandJconservedJresiduesJinJtheJZikaJvirusXJ2016VJaVJ[[aZ 8

Citation Report

26



115 oomputationalJanalysisJofJperturbationsJinJtheJpostWfusionJpengueJvirusJenvelopeJproteinJ
highlightsJknownJepitopesJandJconservedJresiduesJinJtheJZikaJvirusXJ2016VJaVJ[[aZ 7

114 mpplicationJofJαigidityJγheoryJtoJtheJγhermostabilizationJofJxipaseJmJfromJnacillusJsubtilisXJ2016VJ
[]VJe[ZZ`ca` 35

113  rem βfJ redictingJtheJimpactJofJmissenseJmutationsJonJproteinJstabilityXJ2020VJ[bVJe[ZZda`_ 35

112 βtructuralJanalysisJofJmitochondrialJmutationsJrevealsJaJroleJforJbigenomicJproteinJinteractionsJinJ
humanJdiseaseXJ2013VJdVJebeZZ_ 24

111
βtructuralJinsightsJintoJtheJevolutionJofJaJsexyJproteinfJnovelJtopologyJandJrestrictedJbackboneJ
flexibilityJinJaJhypervariableJpheromoneJfromJtheJredWleggedJsalamanderVJ lethodonJshermaniXJ
2014VJeVJeebeca

16

110 αandomJforestWbasedJproteinJmodelJqualityJassessmentJRαryÅmSJusingJstructuralJfeaturesJandJ
potentialJenergyJtermsXJ2014VJeVJe[Zba`] 63

109 mnalysisJofJnidogenW[YlamininJ˛‡[JinteractionJbyJcrossWlinkingVJmassJspectrometryVJandJ
computationalJmodelingJrevealsJmultipleJbindingJmodesXJ2014VJeVJe[[]ddb 37

108 βtructuralJαigidityJandJ roteinJγhermostabilityJinJVariantsJofJxipaseJmJfromJnacillusJsubtilisXJ2015VJ
[ZVJeZ[_Z]de 46

107 βecondaryJβtructureJofJαatJandJtumanJmmylinJacrossJrorceJrieldsXJ2015VJ[ZVJeZ[_`Ze[ 37

106 βequenceWJandJβtructureWnasedJmnalysisJofJγissueWβpecificJ hosphorylationJβitesXJ2016VJ[[VJeZ[acdeb 8

105 yolecularJpynamicsJprivenJpesignJofJptWβtabilizedJyutantsJofJyzquVJaJβweetJ roteinXJ2016VJ[[VJeZ[ad_c] 27

104 γheJαamachandranJzumberfJmnJ–rderJ arameterJforJ roteinJseometryXJ2016VJ[[VJeZ[bZZ]_ 14

103 pisclosingJtheJunteractionJofJsoldJzanoparticlesJwithJm˛†R[W`ZSJyonomersJthroughJαeplicaJ
qxchangeJyolecularJpynamicsJβimulationsXJ2020VJ]]VJ 4

102 yodellingJdynamicsJinJproteinJcrystalJstructuresJbyJensembleJrefinementXJ2012VJ[VJeZZ_[[ 176

101 γheJinherentJmutationalJtoleranceJandJantigenicJevolvabilityJofJinfluenzaJhemagglutininXJ2014VJ_VJ 132

100 tostJproteostasisJmodulatesJinfluenzaJevolutionXJ2017VJbVJ 22

99 qnhancedJqαJproteostasisJandJtemperatureJdifferentiallyJimpactJtheJmutationalJtoleranceJofJ
influenzaJhemagglutininXJ2018VJcVJ 11

98 mγ WinducedJasymmetricJpreWproteinJfoldingJasJaJdriverJofJproteinJtranslocationJthroughJtheJβecJ
machineryXJ2019VJdVJ 20
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97 βtructureJofJhumanJrrizzledaJbyJfiducialWassistedJcryoWqyJsupportsJaJheterodimericJmechanismJofJ
canonicalJWntJsignalingXJ2020VJeVJ 23

96 yultiWlevelJmachineJlearningJpredictionJofJproteinWproteinJinteractionsJinJβaccharomycesJcerevisiaeXJ
2015VJ_VJe[Z`[ 10

95 αu WypfJaJtoolJtoJstudyJresidueJinteractionJnetworksJinJproteinJmolecularJdynamicsXJ2018VJbVJeaeed 28

94  roteinJγhreeWpimensionalJβtructureJValidationXJ2013VJ

93 mnJqigendecompositionJyethodJforJ roteinJβtructureJmlignmentXJ2014VJ]`W_c 1

92 yultithreadedJ ββWβÅxJforJβearchingJpatabasesJofJβecondaryJβtructuresXJ2014VJ]aW`c

91 γheJinherentJmutationalJtoleranceJandJantigenicJevolvabilityJofJinfluenzaJhemagglutininXJ 1

90  msmxJWJ ropertiesJandJcorrespondingJgraphicsJofJalphaJhelicalJstructuresJinJproteinsXJ2014VJ_VJ]Zb 6

89  msmxJWJ ropertiesJandJcorrespondingJgraphicsJofJalphaJhelicalJstructuresJinJproteinsXJ2014VJ_VJ]Zb 8

88 oharacterizingJalphaJhelicalJpropertiesJofJqbolaJviralJproteinsJasJpotentialJtargetsJforJinhibitionJofJ
alphaWhelixJmediatedJproteinWproteinJinteractionsXJ_VJ]a[

87 oharacterizingJalphaJhelicalJpropertiesJofJqbolaJviralJproteinsJasJpotentialJtargetsJforJinhibitionJofJ
alphaWhelixJmediatedJproteinWproteinJinteractionsXJ2014VJ_VJ]a[ 6

86  msmxJWJ ropertiesJandJcorrespondingJgraphicsJofJalphaJhelicalJstructuresJinJproteinsXJ_VJ]Zb

85
σnifyingJtheJtwoJdifferentJclassesJofJplantJnonWspecificJlipidWtransferJproteinsJallergensJclassifiedJinJ
theJWt–YuσuβJallergenJdatabaseJthroughJaJmotifJwithJconservedJsequenceVJstructuralJandJ
electrostaticJfeaturesXJ

84 σsingJ_pJβtructuralJunformationJinJoomputationalJpesignXJ2017VJ[Z[W[[e

83 γheJoryoWqlectronJyicroscopyJβtructureJofJtheJγypeJ[JohaperoneWσsherJ ilusJαodXJ

82 mγ WinducedJasymmetricJpreWproteinJfoldingfJaJdriverJofJproteinJtranslocationkXJ

81 tspeZJdictatesJviralJsequenceJspaceJbyJbalancingJtheJevolutionaryJtradeoffsJbetweenJproteinJ
stabilityVJaggregationJandJtranslationJrateXJ

80 qxplorationJofJ roteinJβecondaryJβtructuresJinJαelationalJpatabasesJwithJyultiWthreadedJ ββWβÅxXJ
2018VJ]d_W_Ze
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79 neyondJstabilityJconstraintsfJaJbiophysicalJmodelJofJenzymeJevolutionJwithJselectionJforJstabilityJ
andJactivityXJ

78 βecondaryJβtructureJyotifsJyadeJβearchableJtoJracilitateJtheJrunctionalJ eptideJpesignXJ

77  rem αufJ redictingJtheJqffectsJofJβingleJyutationsJonJ roteinWαzmJunteractionsXJ

76  redictionJofJnWcellJepitopeJbyJinJsilicoJanalysisJofJyycobacteriumJtuberculosisJmgdanJantigenXJ[Z[W[Ze

75 piffusiveJdynamicsJofJmspartate˛–WdecarboxylaseJRmpoSJligandedJwithJpWserineJinJaqueousJsolutionXJ

74 qxploringJtheJevolutionaryJhistoryJofJkineticJstabilityJinJtheJalphaWlyticJproteaseJfamilyXJ

73 yutationJeffectJestimationJonJproteinWproteinJinteractionsJusingJdeepJcontextualizedJ
representationJlearningXJ 1

72 mJglobalJαamachandranJscoreJidentifiesJproteinJstructuresJwithJunlikelyJstereochemistryXJ 1

71 mJmultiscaleJcomputationalJstudyJofJtheJconformationJofJtheJfullWlengthJintrinsicallyJdisorderedJ
proteinJyeo ]XJ

70 γheoreticalJunsightsJintoJyutationJandJtistidineJγautomerismJqffectsJonJγauJ roteinsXJ2021VJ[]VJ`_b[W`_bb 2

69 αamazetfJoomputational´ deJnovo´ helicalJproteinJbackboneJdesignJusingJaJlongJshortWtermJmemoryJ
generativeJneuralJnetworkXJeVJ]ed 1

68 qvaluatingJ roteinJγransferJxearningJwithJγm qXJ2019VJ_]VJebdeWecZ[ 46

67 βtructuralJandJrunctionalJoharacterizationJofJquropeanJoornJnorerVJVJ heromoneJnindingJ roteinJ_XJ
2021VJbeVJ[`Z[_W[`Z]_ 1

66 mlpharillfJenrichingJtheJmlpharoldJmodelsJwithJligandsJandJcoWfactorsXJ 3

65 oryoWqyJstructureJofJglycoproteinJoJfromJorimeanWoongoJhemorrhagicJfeverJvirusXXJ2022VJ 1

64 ÅuantifyingJstructuralJrelationshipsJofJmetalWbindingJsitesJsuggestsJoriginsJofJbiologicalJelectronJ
transferXXJSciencevAdvancesVJ2022VJdVJeabj_ed` 14.3 0

63 udentificationJandJfunctionalJcharacterizationJofJtranscriptionalJactivatorsJinJhumanJcellsXXJMolecularv
CellVJ2022VJ 17.6 4

62 telicalJstructureJmotifsJmadeJsearchableJforJfunctionalJpeptideJdesignXXJNaturevCommunicationsVJ
2022VJ[_VJ[Z] 17.4 1
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61 βtructuralJadaptationsJinJtheJbovineJserumJalbuminJproteinJinJarchetypalJdeepJeutecticJsolventJ
relineJandJitsJaqueousJmixturesXXJPhysicalvChemistryvChemicalvPhysicsVJ2022VJ 3.6 0

60  roteinJsequenceJdesignJwithJaJlearnedJpotentialXXJNaturevCommunicationsVJ2022VJ[_VJc`b 17.4 3

59 yultiscaleJoomputationalJβtudyJofJtheJoonformationJofJtheJrullWxengthJuntrinsicallyJpisorderedJ
 roteinJyeo ]XXJJournalvofvChemicalvInformationvandvModelingVJ2022VJ 6.1

58 qndWtoWqndJpeepJxearningJyodelJtoJ redictJandJpesignJβecondaryJβtructureJoontentJofJβtructuralJ
 roteinsXXJACSvBiomaterialsvSciencevandvEngineeringVJ2022VJ 5.5 1

57 γheJmechanismsJofJcatalysisJandJligandJbindingJforJtheJβmαβWooVW]Jzβ _JmacrodomainJfromJ
neutronJandJXWrayJdiffractionJatJroomJtemperatureXXJ2022VJ 0

56 wrp JinJyolecularJoonformationJolusteringXJChinesevJournalvofvChemicalvPhysicsVJ 0.9

55 oomplexJmachineJlearningJmodelJneedsJcomplexJtestingfJqxaminingJpredictabilityJofJmolecularJ
bindingJaffinityJbyJaJgraphJneuralJnetworkXXJJournalvofvComputationalvChemistryVJ2022VJ 3.5 1

54 VasorfJmccurateJpredictionJofJvariantJeffectsJforJaminoJacidJsubstitutionsJinJypα_XJ 1

53 γheJβtatisticalJγrendsJofJ roteinJqvolutionfJmJxessonJfromJmlpharoldJpatabaseXJ

52
mnJextensiveJcomputationalJstudyJtoJidentifyJpotentialJinhibitorsJofJmcylWhomoserineWlactoneJ
synthaseJfromJmcinetobacterJbaumanniiJRstrainJmYqSXXJJournalvofvMolecularvGraphicsvandvModellingVJ
2022VJ[[`VJ[Zd[bd

2.8 0

51 niologicalJfactorsJinJtheJsyntheticJconstructionJofJoverlappingJgenesXXJBMCvGenomicsVJ2021VJ]]VJddd 4.5 0

50 xoopsrafterfJaJwebJtoolJforJtransplantingJdynamicalJloopsJforJproteinJengineeringXXJNucleicvAcidsv
ResearchVJ2022VJ 20.1 3

49 pataβheet_[XdocxXJ2019VJ

48 γable_[Xp–oXXJ2018VJ

47 pata_βheet_[XXxβXXJ2020VJ

46 γable_[Xp–oXXJ2020VJ

45 srapheneJoxideJasJaJdualJtemplateJforJinducedJhelicityJofJpeptidesXXJNanoscaleVJ2022VJ 7.7 2

44 peepJmutationalJscanningJandJmachineJlearningJrevealJstructuralJandJmolecularJrulesJgoverningJ
allostericJhotspotsJinJhomologousJproteinsXJ
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43 qlucidationJofJtheJoonformationalJγransitionJofJ–ligopeptidaseJnJbyJanJuntegrativeJmpproachJnasedJ
onJtheJoombinationJofJXWrayVJβmXβVJandJqssentialJpynamicsJβamplingJβimulationXJCrystalsVJ2022VJ[]VJc[] 2.3 1

42 γheJmechanismsJofJcatalysisJandJligandJbindingJforJtheJβmαβWooVW]Jzβ _JmacrodomainJfromJ
neutronJandJxWrayJdiffractionJatJroomJtemperatureXJSciencevAdvancesVJ2022VJdVJ 14.3 1

41 pqsα–z– qpumJWJaJwebJserverJforJproteomeWwideJinspectionJofJdegronsXJ 0

40 p roÅfJmJsatedWsraphJγransformerJforJ roteinJoomplexJβtructureJmssessmentXJ 0

39 up oonformerseneratorfJmJrlexibleJβoftwareJβuiteJforJβamplingJoonformationalJβpaceJofJ
pisorderedJ roteinJβtatesXJ

38  robingJtheJbiophysicalJconstraintsJofJβmαβWooVW]JspikeJzWterminalJdomainJusingJdeepJmutationalJ
scanningXJ 0

37 peJnovoJdesignJofJdiscreteVJstableJ_[ZWhelixJpeptideJassembliesXJNatureVJ 50.4 4

36 pissectingJperipheralJproteinWmembraneJinterfacesXJ

35
oomprehensiveJmssessmentJofJundianJVariationsJinJtheJpruggableJwinomeJxandscapeJtighlightsJ
pistinctJunsightsJatJtheJβequenceVJβtructureJandJ harmacogenomicJβtratumXJFrontiersvinv
PharmacologyVJ[_VJ

5.6

34 xeveragingJ roteinJpynamicsJtoJudentifyJrunctionalJ hosphorylationJβitesJusingJpeepJxearningJ
yodelsXJJournalvofvChemicalvInformationvandvModelingVJ 6.1 1

33 oomprehensiveJmappingJofJmutationsJinJtheJoe–αrc]JthatJaffectJfoldingJandJbindingJtoJβyoαdJ
proteinXJProcessvBiochemistryVJ2022VJ[][VJ_[]W_][ 4.8 1

32  iceatannolJmlleviatesJolostridiumJperfringensJVirulenceJbyJunhibitingJ erfringolysinJ–XJ2022VJ]cVJa[`a

31 mnalysisJofJproteinJstructuresJcontainingJtq qβJandJyqβJmoleculesXJ2022VJ_[VJ

30 p Y_ZJactsJasJanJmβt]xWspecificJstabilizerJtoJstimulateJtheJenzymeJactivityJofJyxxJfamilyJ
methyltransferasesJonJdifferentJsubstratesXJ2022VJ]aVJ[Z`e`d 0

29 up oonformerseneratorfJmJrlexibleJβoftwareJβuiteJforJβamplingJtheJoonformationalJβpaceJofJ
pisorderedJ roteinJβtatesXJ2022VJ[]bVJaedaWbZZ_ 0

28 mssignmentJofJstructuralJdomainsJinJproteinsJusingJdiffusionJkernelsJonJgraphsXJ2022VJ]_VJ 0

27 βtructuralJandJpynamicalJ ropertiesJofJqlastinWxikeJ eptidesJnearJtheirJxowerJoriticalJβolutionJ
γemperatureXJ 0

26 VasorfJmccurateJpredictionJofJvariantJeffectsJforJaminoJacidJsubstitutionsJinJmultidrugJresistanceJ
proteinJ_XJ 0
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25 βimulationJβtudyJofJtheJqffectJofJmntimicrobialJ eptideJmssociationsJonJtheJyechanismJofJmctionJ
withJnacterialJandJqukaryoticJyembranesXJ2022VJ[]VJde[ 0

24 ummunoinformaticsJmpproachJtoJpesignJzovelJβubunitJVaccineJagainstJtheJqpsteinWnarrJVirusXJ 0

23 γheJβtatisticalJγrendsJofJ roteinJqvolutionfJmJxessonJfromJmlpharoldJpatabaseXJ 0

22  roteinJαedesignJandJqngineeringJσsingJyachineJxearningXJ2022VJ]`cW]d] 0

21 unfluenceJofJforceJfieldJchoiceJonJtheJconformationalJlandscapeJofJratJandJhumanJisletJamyloidJ
polypeptideXJ 0

20 yachineJxearningJmpproachesJtoJumproveJ redictionJofJγargetWprugJunteractionsXJ2022VJ][Web 0

19 peepJmutationalJscanningJandJmachineJlearningJrevealJstructuralJandJmolecularJrulesJgoverningJ
allostericJhotspotsJinJhomologousJproteinsXJ[[VJ 2

18 βtructureJofJtheJWntWrrizzledWxα bJinitiationJcomplexJrevealsJtheJbasisJforJcoWreceptorJ
discriminationXJ 0

17 αszfJαesidueWnasedJsraphJmttentionJandJoonvolutionalJzetworkJforJ roteinâ�� roteinJunteractionJ
βiteJ redictionXJ 0

16 yucusJadhesionJvsXJmucusJpenetrationkJβcreeningJnanomaterialsJforJnasalJinhalationJbyJypJ
simulationXJ2023VJ_a_VJ_bbW_ce 0

15 mlpharillfJenrichingJmlpharoldJmodelsJwithJligandsJandJcofactorsXJ 3

14  roteinJβtructureJValidationJperivesJaJβmartJoonformationalJβearchJinJaJ hysicallyJαelevantJ
oonfigurationalJβubspaceXJ2022VJb]VJb][cWb]]c 0

13  robingJtheJbiophysicalJconstraintsJofJβmαβWooVW]JspikeJzWterminalJdomainJusingJdeepJmutationalJ
scanningXJ2022VJdVJ 1

12 yegaWscaleJexperimentalJanalysisJofJproteinJfoldingJstabilityJinJbiologyJandJproteinJdesignXJ 0

11 pissectingJperipheralJproteinWmembraneJinterfacesXJ2022VJ[dVJe[Z[Z_`b 0

10  pnenchfJqvaluatingJoomputationalJyethodsJforJ roteinWβequenceJpesignXJ 0

9 γechniquesJforJpevelopingJαeliableJyachineJxearningJolassifiersJmppliedJtoJσnderstandingJandJ
 redictingJ roteinf roteinJunteractionJtotJβpotsXJ 0

8 γransientJmureinJ[X]JporesJinJprokaryoticJmodelJbilayersJexploredJbyJcoarseWgrainJmolecularJ
dynamicsJsimulationsfJasJglycolipidJcontentJincreasesVJporeJlifetimeJdecreasesXJ 0
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7 qffectsJofJWaterJpeuterationJonJγhermodynamicJandJβtructuralJ ropertiesJofJ roteinsJandJ
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