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j Paper IF Citations

255 αevealingJtheJαelationshipJbetweenJulectricJvieldsJandJtheJsonformationJofJïxytocinJUsingJ
QuasiWβtaticJqmideWyJπwoWtimensionalJynfraredJβpectraXXJACSaOmegaVJ2022VJgVJcgehWcgfg 3.9 0

254
πheJïmicronJRrXaXaXebiSJvariantJofJβqαβWsoVWbJbindsJtoJtheJhqsubJreceptorJmoreJstronglyJandJ
escapesJtheJantibodyJresponsejJynsightsJfromJstructuralJandJsimulationJdataXXJInternationalaJournala
ofaBiologicalaMacromoleculesVJ2022VJbZZVJdchWddh

7.9 15

253 tiscoveringJpotentJinhibitorsJagainstJtheJ proJofJtheJβqαβWsoVWbXJqJmedicinalJchemistryJ
approachXXJComputersainaBiologyaandaMedicineVJ2022VJadcVJaZebce 7 4

252 somputationalJpredictionJofJtheJeffectJofJmutationsJinJtheJreceptorWbindingJdomainJonJtheJ
interactionJbetweenJβqαβWsoVWbJandJhumanJqsubXXJMolecularaDiversityVJ2022VJa 3.1 2

251
uvaluationJandJidentificationJofJessentialJtherapeuticJproteinsJandJvaccinomicsJapproachJtowardsJ
multiWepitopesJvaccineJdesigningJagainstJ–egionellaJpneumophilaJforJimmuneJresponseJinstigationXXJ
ComputersainaBiologyaandaMedicineVJ2022VJadcVJaZebia

7 0

250 qJnovelJmethodJofJaffinityJpurificationJandJcharacterizationJofJpolygalacturonaseJofJqspergillusJ
flavusJbyJgalacturonicJacidJengineeredJmagneticJnanoparticleXJFoodaChemistryVJ2022VJcgbVJacacag 8.5 2

249
rlockingJkeyJmutatedJhotspotJresiduesJinJtheJαrtJofJtheJomicronJvariantJRrXaXaXebiSJwithJmedicinalJ
compoundsJtoJdisruptJtheJαrtWhqsubJcomplexJusingJmolecularJscreeningJandJsimulationJ
approachesXXJRSCaAdvancesVJ2022VJabVJgcahWgcbg

3.7 2

248 qJtransformerWbasedJmodelJtoJpredictJpeptideâ��x–qJclassJyJbindingJandJoptimizeJmutatedJpeptidesJ
forJvaccineJdesignXJNatureaMachineaIntelligenceVJ2022VJdVJcZZWcaa 22.5 1

247
βubtractiveJproteomicsJassistedJtherapeuticJtargetsJminingJandJdesigningJensembleJvaccineJ
againstJsandidaJaurisJforJimmuneJresponseJinductionXXJComputersainaBiologyaandaMedicineVJ2022VJ
adeVJaZedfb

7 1

246
srystalJstructureJofJqcetylWsoqJcarboxylaseJRqccrSJfromJβtreptomycesJantibioticusJandJinsightsJintoJ
theJsubstrateWbindingJthroughJinJsilicoJmutagenesisJandJbiophysicalJinvestigationsXXJComputersaina
BiologyaandaMedicineVJ2022VJadeVJaZedci

7

245 somputationalJ ethodsJforJβtructureWrasedJtrugJtesignJπhroughJβystemJriologyXJMethodsaina
MolecularaBiologyVJ2022VJbcheVJafaWagd 1.4

244 teepfmqPredjJqJsNNJandJriW–βπ WbasedJdeepJlearningJmethodJforJpredictingJtNqJ
NfWmethyladenosineJsitesJacrossJplantJspeciesXXJMethodsVJ2022VJ 4.6 3

243
ynvestigationJofJtheJbindingJandJdynamicJfeaturesJofJqXcZJvariantJrevealedJhigherJbindingJofJαrtJ
forJhqsubJandJescapesJtheJneutralizingJantibodyjJqJmolecularJsimulationJapproachXXJComputersaina
BiologyaandaMedicineVJ2022VJadfVJaZeegd

7 1

242
qJproteinJcouplingJandJmolecularJsimulationJanalysisJofJtheJclinicalJmutantsJofJandrogenJreceptorJ
revealedJaJhigherJbindingJforJ–eupaxinVJtoJincreaseJtheJprostateJcancerJinvasionJandJmotilityXXJ
ComputersainaBiologyaandaMedicineVJ2022VJadfVJaZeecg

7 0

241 yonJpermeationJacrossJtheJmembranejJqJcomprehensiveJcomparisonJanalysisJonJpassiveJ
permeationsJofJdifferentlyJchargedJionsXJJournalaofaMolecularaLiquidsVJ2022VJceiVJaaicci 6

240 ynhibitoryJeffectJofJthymoquinoneJfromJNigellaJsativaJagainstJβqαβWsoVWbJmainJproteaseXJqnJ
inWsilicoJstudyXXJBrazilianaJournalaofaBiologyVJ2022VJhdVJebeZffg 1.5 2

239
VirtualJscreeningWdrivenJdrugJdiscoveryJofJβqαβWsoVbJenzymeJinhibitorsJtargetingJviralJattachmentVJ
replicationVJpostWtranslationalJmodificationJandJhostJimmunityJevasionJinfectionJmechanismsXJ
JournalaofaBiomolecularaStructureaandaDynamicsVJ2021VJciVJdcafWdccc

3.6 51
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238  arineJnaturalJcompoundsJasJpotentsJinhibitorsJagainstJtheJmainJproteaseJofJβqαβWsoVWbWaJ
molecularJdynamicJstudyXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2021VJciVJcfbgWcfcg 3.6 64

237
sombinedJdrugJrepurposingJandJvirtualJscreeningJstrategiesJwithJmolecularJdynamicsJsimulationJ
identifiedJpotentJinhibitorsJforJβqαβWsoVWbJmainJproteaseJRcs–proSXJJournalaofaBiomoleculara
StructureaandaDynamicsVJ2021VJciVJdfeiWdfgZ

3.6 46

236 βtructuralJinsightsJofJcatalyticJmechanismJinJmutantJpyrazinamidaseJofXJJournalaofaBiomoleculara
StructureaandaDynamicsVJ2021VJciVJcagbWcahe 3.6 4

235
βtructureWguidedJdesignJofJmultiWepitopesJvaccineJagainstJvariantsJofJconcernJRVïssSJofJ
βqαβWsoVWbJandJvalidationJthroughJynJsilicoJcloningJandJimmuneJsimulationsXXJComputersainaBiologya
andaMedicineVJ2021VJadZVJaZeabb

7 0

234
uvaluationJofJtheJWholeJProteomeJofJtoJydentifyJVaccineJπargetsJforJmαNqJandJPeptidesWrasedJ
VaccineJtesigningJqgainstJtheJumergingJαespiratoryJandJ–ungJsancerWsausingJracteriaXXJFrontiersa
inaMedicineVJ2021VJhVJhbehgf

4.9 2

233 βtructuralWtynamicsJandJrindingJqnalysisJofJαrtJfromJβqαβWsoVWbJVariantsJofJsoncernJRVïssSJandJ
wαPghJαeceptorJαevealedJrasisJforJxigherJynfectivityXJMicroorganismsVJ2021VJiVJ 4.9 3

232
somputationalJmodellingJofJpotentiallyJemergingJβqαβWsoVWbJspikeJproteinJαrtsJmutationsJwithJ
higherJbindingJaffinityJtowardsJqsubjJqJstructuralJmodellingJstudyXXJComputersainaBiologyaanda
MedicineVJ2021VJadaVJaZeafc

7 3

231
somparativeJmutationalJanalysisJofJβqαβWsoVWbJisolatesJfromJPakistanJandJstructuralWfunctionalJ
implicationsJusingJcomputationalJmodellingJandJsimulationJapproachesXXJComputersainaBiologyaanda
MedicineVJ2021VJadaVJaZeagZ

7 0

230 uxploringJtheJ olecularJrasisJofJβubstrateJandJProductJβelectivitiesJofJNocardicinJrifunctionalJ
πhioesteraseXJInterdisciplinaryaSciencesnaComputationalaLifeaSciencesVJ2021VJa 3.5 0

229 qJnovelJformulationJofJtheranosticJnanomedicineJforJtargetingJdrugJdeliveryJtoJgastrointestinalJ
tractJcancerXJCanceraNanotechnologyVJ2021VJabVJ 7.9 4

228 somputationalJuvaluationJofJqbrogationJofJxrxWrclWx–JsomplexJwithJxighWqffinityJsarbonJ
NanotubesJRvullereneSJtoJxaltJtheJxepatitisJrJVirusJαeplicationXJMoleculesVJ2021VJbfVJ 4.8 1

227
  VWdbjJvaccinomicsJandJαNqWbasedJtherapeuticsJdatabaseJforJinfectiousJhemorrhagicJ
feverWcausingJmammarenavirusesXJDatabase:atheaJournalaofaBiologicalaDatabasesaandaCurationVJ2021VJ
bZbaVJ

5 2

226
ymmunoinformaticsJandJymmunogeneticsWrasedJtesignJofJymmunogenicJPeptidesJVaccineJagainstJ
theJumergingJπickWrorneJuncephalitisJVirusJRπruVSJandJytsJValidationJthroughJynJβilicoJsloningJandJ
ymmuneJβimulationXJVaccinesVJ2021VJiVJ

5.3 1

225
rioinformaticsJanalysisJofJtheJdifferencesJinJtheJbindingJprofileJofJtheJwildWtypeJandJmutantsJofJtheJ
βqαβWsoVWbJspikeJproteinJvariantsJwithJtheJqsubJreceptorXJComputersainaBiologyaandaMedicineVJ2021
VJachVJaZdicf

7 5

224 βtructuralJprobingJofJxapαJtoJidentifyJpotentJphytochemicalsJtoJcontrolJVibrioJcholeraJthroughJ
integratedJcomputationalJapproachesXJComputersainaBiologyaandaMedicineVJ2021VJachVJaZdibi 7 8

223
ProteomeJwideJvaccineJtargetsJprioritizationJandJdesigningJofJantigenicJvaccineJcandidateJtoJ
triggerJtheJhostJimmuneJresponseJagainstJtheJ ycoplasmaJgenitaliumJinfectionXJMicrobiala
PathogenesisVJ2021VJaebVJaZdgga

3.8 5

222 qnJapproachJtoJidentifyJtheJpotentialJhotJspotsJinJβqαβWsoVWbJspikeJαrtJtoJblockJtheJinteractionJ
withJqsubJreceptorXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2021VJaWaf 3.6 8

221 xigherJinfectivityJofJtheJβqαβWsoVWbJnewJvariantsJisJassociatedJwithJ’dagNYπVJudhd’VJandJNeZaYJ
mutantsjJqnJinsightJfromJstructuralJdataXJJournalaofaCellularaPhysiologyVJ2021VJbcfVJgZdeWgZeg 7 151
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220 PotentialJsancerWJandJqlzheimerQsJtiseaseWπargetingJPhosphodiesteraseJynhibitorsJfromJjJynsightsJ
fromJandJsonsensusJVirtualJβcreeningXJACSaOmegaVJ2021VJfVJhdZcWhdag 3.9 8

219 qntibacterialJandJsïXWbJynhibitoryJπetrahydrobisbenzylisoquinolineJqlkaloidsJfromJtheJPhilippineJ
 edicinalJPlantXJPlantsVJ2021VJaZVJ 4.5 3

218 xumanJsathelicidinJynhibitsJβqαβWsoVWbJynfectionjJ’illingJπwoJrirdsJwithJïneJβtoneXJACSaInfectiousa
DiseasesVJ2021VJgVJaedeWaeed 5.5 21

217
ynsightsJyntoJ utationsJynducedJsonformationalJshangesJandJαearrangementJofJveJyonJinJweneJofJ
toJtecipherJtheJ echanismJofJαesistanceJtoJPyrazinamideXJFrontiersainaMolecularaBiosciencesVJ2021VJ
hVJfcccfe

5.6 2

216 qreJtheJqllergicJαeactionsJofJsïVytWaiJVaccinesJsausedJbyJmαNqJsonstructsJorJNanocarriersoJ
ymmunologicalJynsightsXJInterdisciplinaryaSciencesnaComputationalaLifeaSciencesVJ2021VJacVJcddWcdg 3.5 9

215 ydentifyingJpotentialJdrugJtargetsJandJcandidateJdrugsJforJsïVytWaijJbiologicalJnetworksJandJ
structuralJmodelingJapproachesXJFsrrrResearchVJ2021VJaZVJabg 3.6 5

214  tqWwsNvπwjJidentifyingJmiαNqWdiseaseJassociationsJbasedJonJgraphJconvolutionalJnetworksJviaJ
graphJsamplingJthroughJtheJfeatureJandJtopologyJgraphXJBriefingsainaBioinformaticsVJ2021VJbbVJ 13.4 7

213 βtructureWrasedJVirtualJβcreeningJαevealsJybrutinibJandJZanubrutinibJasJPotentialJαepurposedJ
trugsJagainstJsïVytWaiXJInternationalaJournalaofaMolecularaSciencesVJ2021VJbbVJ 6.3 7

212 αemdesivirJ tJβimulationsJβuggestJaJ oreJvavourableJrindingJtoJβqαβWsoVWbJαNqJtependentJ
αNqJPolymeraseJ utantJPcbc–JπhanJWildWπypeXJBiomoleculesVJ2021VJaaVJ 5.9 5

211 uxosomalJncαNqsJprofilingJofJmycobacterialJinfectionJidentifiedJmiαNqWaheWepJasJaJnovelJ
biomarkerJforJtuberculosisXJBriefingsainaBioinformaticsVJ2021VJbbVJ 13.4 2

210
ymmunogenomicsJguidedJdesignJofJimmunomodulatoryJmultiWepitopeJsubunitJvaccineJagainstJtheJ
βqαβWsoVWbJnewJvariantsVJandJitsJvalidationJthroughJinJsilicoJcloningJandJimmuneJsimulationXJ
ComputersainaBiologyaandaMedicineVJ2021VJaccVJaZddbZ

7 25

209
wenomeWwideJscreeningJofJvaccineJtargetsJprioritizationJandJreverseJvaccinologyJaidedJdesignJofJ
peptidesJvaccineJtoJenforceJhumoralJimmuneJresponseJagainstJsampylobacterJjejuniXJComputersaina
BiologyaandaMedicineVJ2021VJaccVJaZddab

7 7

208 PredictionJofJProteinJβolubilityJrasedJonJβequenceJveatureJvusionJandJttcsNNXJInterdisciplinarya
SciencesnaComputationalaLifeaSciencesVJ2021VJacVJgZcWgaf 3.5 0

207 sharacterizationJofJrifampicinWresistantJ ycobacteriumJtuberculosisJinJ’hyberJPakhtunkhwaVJ
PakistanXJScientificaReportsVJ2021VJaaVJadaid 4.9 2

206
qbrogationJofJβqαβWsoVWbJinteractionJwithJhostJRNαPaSJneuropilinWaJreceptorJthroughJhighWaffinityJ
marineJnaturalJcompoundsJtoJcurtailJtheJinfectivityjJqJstructuralWdynamicsJdataXJComputersaina
BiologyaandaMedicineVJ2021VJadaVJaZdgad

7 6

205
ynJβilicoJ utagenesisWrasedJαemodellingJofJβqαβWsoVWaJPeptideJRqπ–QqyqβSJtoJynhibitJβqαβWsoVWbjJ
βtructuralWtynamicsJandJvreeJunergyJsalculationsXJInterdisciplinaryaSciencesnaComputationalaLifea
SciencesVJ2021VJacVJebaWecd

3.5 7

204 qpplicationJofJqrtificialJyntelligenceJinJtrugJαepurposingjJqJminiWreviewXJCurrentaChineseaScienceVJ
2021VJaVJcccWcde 0.2 1

203  olecularJdynamicsJsimulationJandJbindingJfreeJenergyJcalculationsJofJmicrocinJzbeJbindingJtoJtheJ
vhuqJreceptorXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2021VJciVJbeheWbeid 3.6 4
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202 βqαβWsoVWbJnucleocapsidJandJNspcJbindingjJanJinJsilicoJstudyXJArchivesaofaMicrobiologyVJ2021VJbZcVJeiWff 3 11

201 yrinotecanJandJvandetanibJcreateJsynergiesJforJtreatmentJofJpancreaticJcancerJpatientsJwithJ
concomitantJπPecJandJ’αqβJmutationsXJBriefingsainaBioinformaticsVJ2021VJbbVJ 13.4 9

200 qsPβjJqnJaccurateJbioinformaticsJtoolJforJprecisionWbasedJantiWcancerJpeptideJgenerationJviaJomicsJ
dataXJChemicalaBiologyaandaDrugaDesignVJ2021VJigVJcgbWchb 2.9 2

199 tπyW –stjJpredictingJdrugWtargetJinteractionsJusingJmultiWlabelJlearningJwithJcommunityJdetectionJ
methodXJBriefingsainaBioinformaticsVJ2021VJbbVJ 13.4 23

198 vormationJandJsuperconductingJpropertiesJofJpredictedJternaryJhydrideJβcYxfJunderJpressuresXJ
InternationalaJournalaofaQuantumaChemistryVJ2021VJabaVJebfdei 2.1 6

197 tπyWstvjJaJcascadeJdeepJforestJmodelJtowardsJtheJpredictionJofJdrugWtargetJinteractionsJbasedJonJ
hybridJfeaturesXJBriefingsainaBioinformaticsVJ2021VJbbVJdeaWdfb 13.4 64

196 qWsa PjJaJtoolJforJantiWcancerJandJantimicrobialJpeptideJgenerationXJJournalaofaBiomoleculara
StructureaandaDynamicsVJ2021VJciVJbheWbic 3.6 6

195 iunhancerWtxvjJydentificationJofJunhancersJandJπheirJβtrengthsJUsingJïptimizeJteepJNeuralJ
NetworkJWithJ ultipleJveaturesJuxtractionJ ethodsXJIEEEaAccessVJ2021VJiVJdZghcWdZgif 3.5 4

194 rsWπvdbjJaJdatabaseJofJtranscriptionJfactorJdriversJinJbreastJcancerXJDatabase:atheaJournalaofa
BiologicalaDatabasesaandaCurationVJ2021VJbZbaVJ 5 1

193
 tvWβqWttyjJpredictingJdrugWdrugJinteractionJeventsJbasedJonJmultiWsourceJdrugJfusionVJ
multiWsourceJfeatureJfusionJandJtransformerJselfWattentionJmechanismXJBriefingsainaBioinformaticsVJ
2021VJ

13.4 6

192 πheJβqαβWsoVWbJrXaXfahJvariantJslightlyJaltersJtheJspikeJαrtWqsubJbindingJaffinityJandJisJanJ
antibodyJescapingJvariantjJaJcomputationalJstructuralJperspectiveXXJRSCaAdvancesVJ2021VJaaVJcZacbWcZadg3.7 24

191 somputationalJ ethodJforJslassificationJofJqvianJynfluenzaJqJVirusJUsingJtNqJβequenceJ
ynformationJandJPhysicochemicalJPropertiesXJFrontiersainaGeneticsVJ2021VJabVJeiicba 4.5 2

190 ynJsilicoJandJinJvitroJevaluationJofJkaempferolJasJaJpotentialJinhibitorJofJtheJβqαβWsoVWbJmainJ
proteaseJRcs–proSXJPhytotherapyaResearchVJ2021VJceVJbhdaWbhde 6.7 34

189 βtructuresJofJβqαβWsoVWbJαNqWrindingJProteinsJandJπherapeuticJπargetsXJIntervirologyVJ2021VJfdVJeeWfh 2.5 11

188 umergingJmutationsJinJenvelopeJproteinJofJβqαβWsoVWbJandJtheirJeffectJonJthermodynamicJ
propertiesXJInformaticsainaMedicineaUnlockedVJ2021VJbeVJaZZfge 5.3 6

187 ydentifyingJpotentialJdrugJtargetsJandJcandidateJdrugsJforJsïVytWaijJbiologicalJnetworksJandJ
structuralJmodelingJapproachesXJFsrrrResearchVJ2021VJaZVJabg 3.6 5

186
πargetingJtheJNWterminalJdomainJofJtheJαNqWbindingJproteinJofJtheJβqαβWsoVWbJwithJhighJaffinityJ
naturalJcompoundsJtoJabrogateJtheJproteinWαNqJinteractionjJaJmolecularJdynamicsJstudyXJJournala
ofaBiomolecularaStructureaandaDynamicsVJ2021VJaWi

3.6 2

185 βqαβWsoVWbJwenomeJfromJtheJ’hyberJPakhtunkhwaJProvinceJofJPakistanXJACSaOmegaVJ2021VJfVJfehhWfeii3.9 2

(2021-2021)
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184
ynterrogationJofJβrtqJactiveJsiteJloopJformingJopenYcloseJlidJconformationsJthroughJextensiveJ tJ
simulationsJforJunderstandingJbindingJselectivityJofJβrtqJinhibitorsXJSaudiaJournalaofaBiologicala
SciencesVJ2021VJbhVJcfeZWcfei

4 3

183
–UNqαJjtrugJβcreeningJforJNovelJsoronavirusJrasedJonJαepresentationJ–earningJwraphJ
sonvolutionalJNetworkXJIEEEqACMaTransactionsaonaComputationalaBiologyaandaBioinformaticsVJ2021VJ
ahVJabiZWabih

3 2

182 PreliminaryJβtructuralJtataJαevealedJπhatJtheJβqαβWsoVWbJrXaXfagJVariantQsJαrtJrindsJtoJqsubJ
αeceptorJβtrongerJπhanJtheJWildJπypeJtoJunhanceJtheJynfectivityXJChemBioChemVJ2021VJbbVJbfdaWbfdi 3.8 26

181 soronaPepjJqnJqntiWsoronavirusJPeptideJwenerationJπoolXJIEEEqACMaTransactionsaonaComputationala
BiologyaandaBioinformaticsVJ2021VJahVJabiiWacZd 3 2

180 πowardsJanJunsembleJVaccineJagainstJtheJPegivirusJUsingJsomputationalJ odellingJqpproachesJ
andJytsJValidationJthroughJynJβilicoJsloningJandJymmuneJβimulationXJVaccinesVJ2021VJiVJ 5.3 2

179 sytomegaloVirustbjJ ultiWomicsJknowledgeJdatabaseJforJcytomegalovirusesXJComputersainaBiologya
andaMedicineVJ2021VJaceVJaZdefc 7 5

178 NeuroPpredWvusejJanJinterpretableJstackingJmodelJforJpredictionJofJneuropeptidesJbyJfusingJ
sequenceJinformationJandJfeatureJselectionJmethodsXJBriefingsainaBioinformaticsVJ2021VJbbVJ 13.4 4

177 ynsightJintoJtheJdrugJresistanceJwholeJgenomeJofJ ycobacteriumJtuberculosisJisolatesJfromJ’hyberJ
PakhtunkhwaVJPakistanXJInfectionnaGeneticsaandaEvolutionVJ2021VJibVJaZdhfa 4.5 2

176 tiketopiperazineJ odulatesJqrabidopsisJπhalianaJαootJβystemJqrchitectureJbyJPromotingJ
ynteractionsJofJquxinJαeceptorJπyαaJandJyqqgYagJProteinsXJPlantaandaCellaPhysiologyVJ2021VJ 4.9 1

175  tqWsvjJPredictingJ iαNqWtiseaseJassociationsJbasedJonJaJcascadeJforestJmodelJbyJfusingJ
multiWsourceJinformationXJComputersainaBiologyaandaMedicineVJ2021VJacfVJaZdgZf 7 4

174
ydentificationJofJnovelJacetylcholinesteraseJinhibitorsJthroughJctWQβqαVJmolecularJdockingVJandJ
molecularJdynamicsJsimulationJtargetingJqlzheimerQsJdiseaseXJJournalaofaMolecularaModelingVJ2021VJ
bgVJcZb

2 6

173 tiscoveryJofJaJNaturalJProductJwithJPotentJufficacyJqgainstJβqαβWsoVWbJbyJtrugJβcreeningXJ
InterdisciplinaryaSciencesnaComputationalaLifeaSciencesVJ2021VJa 3.5 1

172
somputationalJ odelingJofJymmuneJαesponseJπriggeringJymmunogenicJPeptideJVaccineJqgainstJ
theJxumanJPapillomavirusesJtoJynduceJymmunityJqgainstJservicalJsancerXJViralaImmunologyVJ2021VJ
cdVJdegWdfi

1.7 0

171 βqαβWsoVWbJnewJvariantsjJsharacteristicJfeaturesJandJimpactJonJtheJefficacyJofJdifferentJvaccinesXJ
BiomedicineaandaPharmacotherapyVJ2021VJadcVJaabagf 7.5 26

170 xantavirusestrjJVaccinomicsJandJαNqWbasedJtherapeuticsJdatabaseJforJtheJpotentiallyJemergingJ
humanJrespiratoryJpandemicJagentsXJMicrobialaPathogenesisVJ2021VJafZVJaZeafa 3.8 0

169 xantavirusjJπheJNextJPandemicJWeJqreJWaitingJvoroXJInterdisciplinaryaSciencesnaComputationalaLifea
SciencesVJ2021VJacVJadgWaeb 3.5 2

168 rringingJβtructuralJymplicationsJandJteepJ–earningWrasedJtrugJydentificationJforJ utantsXJJournala
ofaChemicalaInformationaandaModelingVJ2021VJfaVJegaWehf 6.1 6

167 qJβtaticJqnalysisJofJWntY˛†WsateninJandJWntYsabUJriologicalJαegulatoryJNetworksJforJqαVsJUsingJ
qutomataJNetworkJ odelXJIEEEaAccessVJ2021VJiVJaZgfaaWaZgfbd 3.5
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166 qJcomputationalJperspectiveJonJtheJdynamicJbehaviourJofJrecurrentJdrugJresistanceJmutationsJinJ
theJpncqJgeneJfromJXXJRSCaAdvancesVJ2021VJaaVJbdgfWbdhf 3.7 3

165 PredictionJofJrloodWrrainJrarrierJPermeabilityJofJsompoundsJbyJvusingJαesamplingJβtrategiesJandJ
eXtremeJwradientJroostingXJIEEEaAccessVJ2021VJiVJieegWieff 3.5 5

164
soreWProteomicsWrasedJqnnotationJofJqntigenicJπargetsJandJαeverseWVaccinologyWqssistedJtesignJ
ofJunsembleJymmunogenJagainstJtheJumergingJNosocomialJynfectionWsausingJracteriumJXXJ
InternationalaJournalaofaEnvironmentalaResearchaandaPublicaHealthVJ2021VJaiVJ

4.6 3

163 NanotheranosticJqpplicationsJforJtetectionJandJπargetingJNeurodegenerativeJtiseasesXJFrontiersa
inaNeuroscienceVJ2020VJadVJcZe 5.1 19

162 –emairaminVJisolatedJfromJtheJZanthoxylumJplantsVJalleviatesJpainJhypersensitivityJviaJspinalJ˛–gJ
nicotinicJacetylcholineJreceptorsXJBiochemicalaandaBiophysicalaResearchaCommunicationsVJ2020VJebeVJaZhgWaZid3.4 8

161 sharacterizationJandJsyntheticJbiologyJofJlipaseJfromJracillusJamyloliquefaciensJstrainXJArchivesaofa
MicrobiologyVJ2020VJbZbVJadigWaeZf 3 3

160
PhylogeneticJqnalysisJandJβtructuralJPerspectivesJofJαNqWtependentJαNqWPolymeraseJynhibitionJ
fromJβqαsWsoVWbJwithJNaturalJProductsXJInterdisciplinaryaSciencesnaComputationalaLifeaSciencesVJ2020
VJabVJcceWcdh

3.5 54

159
qnJyntegratedJβystemsJriologyJandJNetworkWrasedJqpproachesJtoJydentifyJNovelJriomarkersJinJ
rreastJsancerJsellJ–inesJUsingJweneJuxpressionJtataXJInterdisciplinaryaSciencesnaComputationalaLifea
SciencesVJ2020VJabVJaeeWafh

3.5 16

158 qJcomparativeJchemogenicJanalysisJforJpredictingJtrugWπargetJPairJviaJ achineJ–earningJ
qpproachesXJScientificaReportsVJ2020VJaZVJfhgZ 4.9 9

157 WeiryJRwebWbasedJplatformSjJunrichingJintegratedJinteractionJnetworkJwithJincreasedJcoverageJandJ
functionalJproteinsJfromJgenomeWwideJexperimentalJï ysβJdataXJScientificaReportsVJ2020VJaZVJefah 4.9 1

156 tipeptideJvrequencyJofJWordJvrequencyJandJwraphJsonvolutionalJNetworksJforJtπqJPredictionXJ
FrontiersainaBioengineeringaandaBiotechnologyVJ2020VJhVJbfg 5.8 5

155 βystemsJriologyJyntegrationJandJβcreeningJofJαeliableJPrognosticJ arkersJtoJsreateJβynergiesJinJ
theJsontrolJofJ–ungJsancerJPatientsXJFrontiersainaMolecularaBiosciencesVJ2020VJgVJdg 5.6 8

154 αobustJriomarkerJβcreeningJUsingJβparesJ–earningJqpproachJforJ–iverJsancerJPrognosisXJFrontiersa
inaBioengineeringaandaBiotechnologyVJ2020VJhVJbda 5.8 2

153 wibbsJvreeJunergyJsalculationJofJ utationJinJPncqJandJαpsqJqssociatedJWithJPyrazinamideJ
αesistanceXJFrontiersainaMolecularaBiosciencesVJ2020VJgVJeb 5.6 4

152 somputationalJinsightsJofJtwoWdimensionalJinfraredJspectroscopyJunderJelectricJfieldsJinJ
phosphorylcholineXJInternationalaJournalaofaQuantumaChemistryVJ2020VJabZVJebfafi 2.1 2

151
πheJαeactionJandJ icroscopicJulectronJPropertiesJfromJtynamicJuvolutionsJofJsondensedWPhaseJ
αtXJUnderJβhockJ–oadingXJZeitschriftaFuraNaturforschungaoaSectionaAaJournalaofaPhysicalaSciencesVJ
2020VJgeVJbheWbia

1.4

150 QuasiWβtaticJπwoWtimensionalJynfraredJβpectraJofJtheJsarboxyhemoglobinJβubsystemJunderJ
ulectricJvieldsjJqJπheoreticalJβtudyXJJournalaofaPhysicalaChemistryaBVJ2020VJabdVJiegZWiegh 3.4 1

149 yonJshannelsJasJπherapeuticJπargetsJforJπypeJaJtiabetesJ ellitusXJCurrentaDrugaTargetsVJ2020VJbaVJacbWadg3 2

(2020-2021)
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148
βtructuralJinsightsJintoJtheJmechanismJofJαNqJrecognitionJbyJtheJNWterminalJαNqWbindingJdomainJ
ofJtheJβqαβWsoVWbJnucleocapsidJphosphoproteinXJComputationalaandaStructuralaBiotechnologya
JournalVJ2020VJahVJbagdWbahd

6.8 51

147 xumanJyntestinalJtefensinJeJynhibitsJβqαβWsoVWbJynvasionJbyJsloakingJqsubXJGastroenterologyVJ
2020VJaeiVJaadeWaadgXed 13.3 61

146 sombiningJinJsilicoJandJinJvitroJapproachesJtoJidentificationJofJpotentJinhibitorJagainstJ
phospholipaseJqbJRP–qbSXJInternationalaJournalaofaBiologicalaMacromoleculesVJ2020VJaddVJecWff 7.9 18

145 syto egaloVirusJynfectionJtatabasejJqJPublicJïmicsJtatabaseJforJβystematicJandJsomparableJ
ynformationJofJs VXJInterdisciplinaryaSciencesnaComputationalaLifeaSciencesVJ2020VJabVJafiWagg 3.5 8

144 vreeJunergyJsalculationsJonJtheJWaterWshainWqssistedJandJtheJtehydrationJ echanismsJofJ
πransmembraneJyonJPermeationXJJournalaofaChemicalaTheoryaandaComputationVJ2020VJafVJgZZWgaZ 6.4 3

143 PredictionJofJαecombinationJβpotsJUsingJNovelJxybridJveatureJuxtractionJ ethodJviaJteepJ
–earningJqpproachXJFrontiersainaGeneticsVJ2020VJaaVJecibbg 4.5 4

142 πdβuWXwrjJynterpretableJβequenceWrasedJPredictionJofJπypeJyVJβecretedJuffectorsJUsingJeXtremeJ
wradientJroostingJqlgorithmXJFrontiersainaMicrobiologyVJ2020VJaaVJehZchb 5.7 9

141 – yWtvorestjJqJdeepJforestJmodelJtowardsJtheJpredictionJofJlncαNqWmiαNqJinteractionsXJ
ComputationalaBiologyaandaChemistryVJ2020VJhiVJaZgdZf 3.6 8

140  echanisticJanalysisJofJqdfVVJxegYVJandJtabiNJinJpyrazinamidaseJassociatedJwithJpyrazinamideJ
resistanceXJSaudiaJournalaofaBiologicalaSciencesVJ2020VJbgVJcaeZWcaef 4 3

139
sirculatingJmiαWabdfJπargetingJUrubsVJπNNycVJπαqyPVJUsx–aJwenesJandJ’eyJPathwaysJasJaJ
PotentialJriomarkerJforJ–ungJqdenocarcinomajJyntegratedJriologicalJNetworkJqnalysisXJJournalaofa
PersonalizedaMedicineVJ2020VJaZVJ

3.6 5

138
βubtractiveJproteomicsJandJimmunoinformaticsJapproachesJtoJexploreJrartonellaJbacilliformisJ
proteomeJRvirulenceJfactorsSJtoJdesignJrJandJπJcellJmultiWepitopeJsubunitJvaccineXJInfectionna
GeneticsaandaEvolutionVJ2020VJheVJaZdeea

4.5 10

137 PolyvinylideneJvluorideWqddedJseramicJPowderJsompositeJNearWvieldJulectrospinnedJPiezoelectricJ
viberWrasedJ–owWvrequencyJtynamicJβensorsXJACSaOmegaVJ2020VJeVJagZiZWagaZa 3.9 9

136 soreJaminoJacidJsubstitutionsJinJxsVWcaJisolatesJfromJPakistanJandJopportunitiesJforJmultiWepitopicJ
vaccinesXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2020VJaWaf 3.6 1

135 tevelopmentJofJmultiWepitopeJsubunitJvaccineJforJprotectionJagainstJtheJnorovirusQJinfectionsJ
basedJonJcomputationalJvaccinologyXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2020VJaWab 3.6 4

134 uvolutionaryJandJstructuralJanalysisJofJβqαβWsoVWbJspecificJevasionJofJhostJimmunityXJGenesaanda
ImmunityVJ2020VJbaVJdZiWdai 4.4 21

133 PyrazinamideJresistanceJofJnovelJmutationsJinJandJtheirJdynamicJbehaviorXXJRSCaAdvancesVJ2020VJaZVJceefeWceegc3.7 3

132 yntegratedJPPyWJandJWwsNqWαetrievalJofJxubJweneJβignaturesJβharedJretweenJrarrettQsJusophagusJ
andJusophagealJqdenocarcinomaXJFrontiersainaPharmacologyVJ2020VJaaVJhha 5.6 27

131
ProteomeWwideJmappingJandJreverseJvaccinologyWbasedJrJandJπJcellJmultiWepitopeJsubunitJvaccineJ
designingJforJimmuneJresponseJreinforcementJagainstXJJournalaofaBiomolecularaStructureaanda
DynamicsVJ2020VJaWae

3.6 6
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130 rioinformaticsJqpproachesJforJqntiWcancerJtrugJtiscoveryXJCurrentaDrugaTargetsVJ2020VJbaVJcWag 3 27

129
 olecularJdockingJandJmolecularJdynamicsJsimulationJstudiesJtoJidentifyJpotentJqUα’qJinhibitorsjJ
assessingJtheJperformanceJofJdensityJfunctionalJtheoryVJ  WwrβqJandJmassJactionJkineticsJ
calculationsXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2020VJchVJdcbeWdcce

3.6 17

128 ydentificationJofJchlorprothixeneJasJaJpotentialJdrugJthatJinducesJapoptosisJandJautophagicJcellJ
deathJinJacuteJmyeloidJleukemiaJcellsXJFEBSaJournalVJ2020VJbhgVJafdeWaffe 5.7 5

127 NewJstrategyJforJidentifyingJpotentialJnaturalJxyVWaJnonWnucleosideJreverseJtranscriptaseJinhibitorsJ
againstJdrugWresistancejJanJstudyXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2020VJchVJccbgWccda 3.6 8

126 PanWsancerJqnalysisJandJtrugJvormulationJforJwPαaciJandJwPαadbXJFrontiersainaPharmacologyVJ
2020VJaaVJebabde 5.6 1

125 wloballyJncαNqsJuxpressionJProfilingJofJπNrsJandJβcreeningJofJvunctionalJlncαNqXJFrontiersaina
BioengineeringaandaBiotechnologyVJ2020VJhVJebcabg 5.8 4

124 qπsWN–βPjJPredictionJofJtheJslassesJofJqnatomicalJπherapeuticJshemicalsJUsingJaJNetworkWrasedJ
–abelJβpaceJPartitionJ ethodXJFrontiersainaPharmacologyVJ2019VJaZVJiga 5.6 13

123 ymmunoinformaticsJapproachesJtoJexploreJxelicobacterJPyloriJproteomeJRVirulenceJvactorsSJtoJ
designJrJandJπJcellJmultiWepitopeJsubunitJvaccineXJScientificaReportsVJ2019VJiVJaccba 4.9 52

122  arineJNaturalJProductsJandJtrugJαesistanceJinJ–atentJπuberculosisXJMarineaDrugsVJ2019VJagVJ 6 4

121
vreeJunergyJsalculationJofJπransmembraneJyonJPermeationjJβampleJwithJaJβingleJαeactionJ
soordinateJandJqnalysisJalongJπransitionJPathXJJournalaofaChemicalaTheoryaandaComputationVJ2019VJ
aeVJabafWabbe

6.4 7

120 ymmunoinformaticJandJsystemsJbiologyJapproachesJtoJpredictJandJvalidateJpeptideJvaccinesJ
againstJupsteinWrarrJvirusJRurVSXJScientificaReportsVJ2019VJiVJgbZ 4.9 20

119 PredictingJproteinWligandJinteractionsJbasedJonJbowWpharmacologicalJspaceJandJrayesianJadditiveJ
regressionJtreesXJScientificaReportsVJ2019VJiVJggZc 4.9 17

118 somputationalJβcreeningJandJqnalysisJofJ–ungJsancerJαelatedJNonWβynonymousJβingleJNucleotideJ
PolymorphismsJonJtheJxumanJ’irstenJαatJβarcomaJweneXJMoleculesVJ2019VJbdVJ 4.8 16

117
βustainableJproductionJofJbiomassJandJindustriallyJimportantJsecondaryJmetabolitesJinJcellJculturesJ
ofJselfhealJRJ–XSJelicitedJbyJsilverJandJgoldJnanoparticlesXJArtificialaCellsnaNanomedicineaanda
BiotechnologyVJ2019VJdgVJbeecWbefa

6.1 20

116 somprehensiveJepigeneticJanalysesJrevealJmasterJregulatorsJdrivingJlungJmetastasisJofJbreastJ
cancerXJJournalaofaCellularaandaMolecularaMedicineVJ2019VJbcVJedaeWedca 5.6 11

115 surPuJexpressionJisJanJindependentJprognosticJfactorJforJacuteJmyeloidJleukemiaXJJournalaofa
TranslationalaMedicineVJ2019VJagVJahh 8.5 8

114
ProtectionJofJPrimaryJtopaminergicJ idbrainJNeuronsJπhroughJympactJofJβmallJ oleculesJUsingJ
VirtualJβcreeningJofJwPαaciJβupportedJbyJ olecularJtynamicJβimulationJandJβystemsJriologyXJ
InterdisciplinaryaSciencesnaComputationalaLifeaSciencesVJ2019VJaaVJbdgWbeg

3.5 10

113
uxtractionJofJmolecularJfeaturesJforJtheJdrugJdiscoveryJtargetingJproteinWproteinJinteractionJofJ
xelicobacterJpyloriJsagqJandJtumorJsuppressorJproteinJqββPbXJProteins:aStructurenaFunctionaanda
BioinformaticsVJ2019VJhgVJhcgWhdi

4.2 5

(2019-2020)
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112 ymmunoinformaticsJandJstructuralJvaccinologyJdrivenJpredictionJofJmultiWepitopeJvaccineJagainstJ
 ayaroJvirusJandJvalidationJthroughJinWsilicoJexpressionXJInfectionnaGeneticsaandaEvolutionVJ2019VJgcVJciZWdZZ4.5 43

111 βtructuralJandJfreeJenergyJlandscapeJofJnovelJmutationsJinJribosomalJproteinJβaJRrpsqSJassociatedJ
withJpyrazinamideJresistanceXJScientificaReportsVJ2019VJiVJgdhb 4.9 20

110 qnJunexpectedJdynamicJbindingJmodeJbetweenJcoagulationJfactorJXJandJαivaroxabanJrevealsJ
importanceJofJflexibilityJinJdrugJbindingXJChemicalaBiologyaandaDrugaDesignVJ2019VJidVJaffdWafga 2.9 1

109 qrtificialJNeuralJNetworksJforJPredictionJofJπuberculosisJtiseaseXJFrontiersainaMicrobiologyVJ2019VJ
aZVJcie 5.7 22

108 teepWlearningWbasedJtargetJscreeningJandJsimilarityJsearchJforJtheJpredictedJinhibitorsJofJtheJ
pathwaysJinJParkinsonQsJdiseaseXXJRSCaAdvancesVJ2019VJiVJaZcbfWaZcci 3.7 20

107 πheJtisulfideJrondJbetweenJsysbbJandJsysbgJinJtheJProteaseJtomainJ odulateJslottingJqctivityJofJ
soagulationJvactorJXXJThrombosisaandaHaemostasisVJ2019VJaaiVJhgaWhha 7 3

106 wWproteinWcoupledJreceptorsJfunctionJasJlogicJgatesJforJnanoparticleJbindingJusingJsystemsJandJ
syntheticJbiologyJapproachXJJournalaofaMaterialsaResearchVJ2019VJcdVJahedWahfg 2.5 2

105 ymmunomicsJtatasetsJandJπoolsjJπoJydentifyJPotentialJupitopeJβegmentsJforJtesigningJshimericJ
VaccineJsandidateJtoJservixJPapillomaXJDataVJ2019VJdVJca 2.3 2

104
uvaluationJandJvalidationJofJsynergisticJeffectsJofJamyloidWbetaJinhibitorâ��goldJnanoparticlesJ
complexJonJqlzheimerâ��sJdiseaseJusingJdeepJneuralJnetworkJapproachXJJournalaofaMaterialsaResearchVJ
2019VJcdVJahdeWahec

2.5 15

103 tynamicsJynsightsJyntoJtheJwainJofJvlexibilityJbyJxelixWabJinJuβαaJasJaJ echanismJofJαesistanceJtoJ
trugsJinJrreastJsancerJsellJ–inesXJFrontiersainaMolecularaBiosciencesVJ2019VJfVJaei 5.6 25

102 βPVecjJqJWordbvecWynspiredJveatureJαepresentationJ ethodJforJtrugWπargetJynteractionJ
PredictionXJFrontiersainaChemistryVJ2019VJgVJhie 5 19

101 PredictionJandJvalidationJofJpotentJpeptidesJagainstJherpesJsimplexJvirusJtypeJaJviaJ
immunoinformaticJandJsystemsJbiologyJapproachXJChemicalaBiologyaandaDrugaDesignVJ2019VJidVJahfhWahhc2.9 14

100 ustimationJofJProbabilityJtistributionJandJytsJqpplicationJinJrayesianJslassificationJandJ aximumJ
–ikelihoodJαegressionXJInterdisciplinaryaSciencesnaComputationalaLifeaSciencesVJ2019VJaaVJeeiWegd 3.5 5

99 uvaluationJofJantiWuwvαWiαwtJrecombinantJproteinJwithJwï–tJnanoparticlesjJsynergisticJeffectJonJ
antitumorJefficiencyJusingJoptimizedJdeepJneuralJnetworksXXJRSCaAdvancesVJ2019VJiVJaibfaWaibgZ 3.7 5

98 Ps–â��tïXJmicrodropletsjJanJevaluationJofJtheJenhancedJintracellularJdeliveryJofJdoxorubicinJinJ
metastaticJcancerJcellsJviaJinJsilicoJandJinJvitroJapproachesXJNewaJournalaofaChemistryVJ2019VJdcVJabbdaWabbef3.6 2

97
βπβWN–βPjJqJNetworkWrasedJ–abelJβpaceJPartitionJ ethodJforJPredictingJtheJβpecificityJofJ
 embraneJπransporterJβubstratesJUsingJaJxybridJveatureJofJβtructuralJandJβemanticJβimilarityXJ
FrontiersainaBioengineeringaandaBiotechnologyVJ2019VJgVJcZf

5.8 8

96 PredictionJofJsYPdeZJunzymeWβubstrateJβelectivityJrasedJonJtheJNetworkWrasedJ–abelJβpaceJ
tivisionJ ethodXJJournalaofaChemicalaInformationaandaModelingVJ2019VJeiVJdeggWdehf 6.1 41

95 PrognosticJympactJofJπissueJynhibitorJofJ etalloproteinaseWaJinJNonWJβmallJsellJ–ungJsancerjJ
βystematicJαeviewJandJ etaWqnalysisXJCurrentaMedicinalaChemistryVJ2019VJbfVJgfidWggac 4.3 18

Dongqing Wei

10



94 ViewingJtheJumphasisJonJβtateWofWtheWqrtJ agneticJNanoparticlesjJβynthesisVJPhysicalJPropertiesVJ
andJqpplicationsJinJsancerJπheranosticsXJCurrentaPharmaceuticalaDesignVJ2019VJbeVJaeZeWaebc 3.3 10

93 βurveyJofJ achineJ–earningJπechniquesJforJPredictionJofJtheJysoformJβpecificityJofJsytochromeJ
PdeZJβubstratesXJCurrentaDrugaMetabolismVJ2019VJbZVJbbiWbce 3.5 18

92
uxploringJtheJPapillomaviralJProteomeJtoJydentifyJPotentialJsandidatesJforJaJshimericJVaccineJ
againstJservixJPapillomaJUsingJymmunomicsJandJsomputationalJβtructuralJVaccinologyXJVirusesVJ
2019VJaaVJ

6.2 23

91 βtructuralJtynamicsJrehindJslinicalJ utantsJofJPncqWqspabqlaVJProed–euVJandJxisegProJofJ
qssociatedJWithJPyrazinamideJαesistanceXJFrontiersainaBioengineeringaandaBiotechnologyVJ2019VJgVJdZd 5.8 10

90 qnJyntegratedJPanWsancerJqnalysisJandJβtructureWrasedJVirtualJβcreeningJofJwPαaeXJInternationala
JournalaofaMolecularaSciencesVJ2019VJbZVJ 6.3 8

89 xelixWβwitchJunablesJsiiJtimerJπransitionJbetweenJtheJ ultipleJsonformationsXJJournalaofa
ChemicalaInformationaandaModelingVJ2019VJeiVJcciWceZ 6.1 4

88 ynsightsJintoJtheJ echanismsJofJtheJPyrazinamideJαesistanceJofJπhreeJPyrazinamidaseJ utantsJ
Naa’VJPfiπVJandJtabfNXJJournalaofaChemicalaInformationaandaModelingVJ2019VJeiVJdihWeZh 6.1 12

87 πheJsystematicJmodelingJstudiesJandJfreeJenergyJcalculationsJofJtheJphenazineJcompoundsJasJ
antiWtuberculosisJagentsXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2019VJcgVJdZeaWdZfi 3.6 19

86
βtructuralWdynamicJinsightsJintoJtheJcytotoxinWassociatedJgeneJqJRsagqSJandJitsJabrogationJtoJ
interactJwithJtheJtumorJsuppressorJproteinJqβPPbJusingJdecoyJpeptidesXJJournalaofaBiomoleculara
StructureaandaDynamicsVJ2019VJcgVJdZceWdZeZ

3.6 13

85
qllostericJligandsJforJtheJpharmacologicallyJimportantJvlavivirusJtargetJRNβeSJfromJZyNsJdatabaseJ
basedJonJpharmacophoricJpointsVJfreeJenergyJcalculationsJandJdynamicsJcorrelationXJJournalaofa
MolecularaGraphicsaandaModellingVJ2018VJhbVJcgWdg

2.8 13

84 πheJPPyJnetworkJanalysisJofJmαNqJexpressionJprofileJofJuterusJfromJprimaryJdysmenorrhealJratsXJ
ScientificaReportsVJ2018VJhVJcea 4.9 5

83 tetoxificationJofJaflatoxinsJonJprospectiveJapproachjJeffectJonJstructuralVJmechanicalVJandJopticalJ
propertiesJunderJpressuresXJInterdisciplinaryaSciencesnaComputationalaLifeaSciencesVJ2018VJaZVJcaaWcai 3.5 5

82  embraneJdefectJandJwaterJleakageJcausedJbyJpassiveJcalciumJpermeationXJJournalaofaMoleculara
LiquidsVJ2018VJbgZVJbbgWbcc 6 1

81 ydentificationJofJnovelJdrugJtargetsJforJdiamondWblackfanJanemiaJbasedJonJαPβaiJgeneJmutationJ
usingJproteinWproteinJinteractionJnetworkXJBMCaSystemsaBiologyVJ2018VJabVJci 3.5 13

80 βurveyJofJsomputationalJqpproachesJforJPredictionJofJtNqWrindingJαesiduesJonJProteinJβurfacesXJ
MethodsainaMolecularaBiologyVJ2018VJagedVJbbcWbcd 1.4 9

79 rlendingJeffectJbetweenJnWdecaneJandJtolueneJinJoxidationjJaJαeaxvvJstudyXJMolecularaSimulationVJ
2018VJddVJbaWcc 2 2

78 αareJtiseasesjJtrugJtiscoveryJandJynformaticsJαesourceXJInterdisciplinaryaSciencesnaComputationala
LifeaSciencesVJ2018VJaZVJaieWbZd 3.5 16

77
πwoWtimensionalJynfraredJβpectraJofJsationicJtopamineJunderJtifferentJulectricJvieldsjJπheoreticalJ
βtudiesJfromJtheJtensityJvunctionJπheoryJqnharmonicJPotentialXJJournalaofaPhysicalaChemistryaCVJ
2018VJabbVJagiidWahZZd

3.8 4

(2018-2019)
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76 αecentJβtudiesJofJ itochondrialJβ–sbejJyntegrationJofJuxperimentalJandJsomputationalJ
qpproachesXJCurrentaProteinaandaPeptideaScienceVJ2018VJaiVJeZgWebb 2.8 12

75 NanoWparticleJmediatedJinhibitionJofJParkinsonQsJdiseaseJusingJcomputationalJbiologyJapproachXJ
ScientificaReportsVJ2018VJhVJiafi 4.9 45

74 sancerJymmunoinformaticsjJqJPromisingJuraJinJtheJtevelopmentJofJPeptideJVaccinesJforJxumanJ
PapillomavirusWinducedJservicalJsancerXJCurrentaPharmaceuticalaDesignVJ2018VJbdVJcgiaWchag 3.3 23

73 NetworkJPharmacologyjJuxploringJtheJαesourcesJandJ ethodologiesXJCurrentaTopicsainaMedicinala
ChemistryVJ2018VJahVJidiWifd 3 31

72
ydentificationJofJNovelJπherapeuticJπargetsJinJ yelodysplasticJβyndromeJUsingJProteinWProteinJ
ynteractionJqpproachJandJNeuralJNetworksXJJournalaofaComputeraScienceaandaSystemsaBiologyVJ2018VJ
aaVJ

0 2

71 PyrazinamideJresistanceJandJmutationsJ–aiαVJαadZxVJandJuadd’JinJPyrazinamidaseJofJ
 ycobacteriumJtuberculosisXJJournalaofaCellularaBiochemistryVJ2018VJabZVJgaed 4.7 13

70 xighWpressureJtransformationsJofJorthoWxyleneJprobedJbyJcombinedJinfraredJandJαamanJ
spectroscopiesXJSolidaStateaCommunicationsVJ2018VJbfiVJifWaZa 1.6 6

69 dbq uPNyjJaJdatabaseJofJalanineJmutagenicJeffectsJforJproteinWnucleicJacidJinteractionsXJDatabase:a
theaJournalaofaBiologicalaDatabasesaandaCurationVJ2018VJbZahVJ 5 20

68 PredπdβuWβtackjJPredictionJofJracterialJπypeJyVJβecretedJuffectorsJvromJProteinJβequencesJUsingJaJ
βtackedJunsembleJ ethodXJFrontiersainaMicrobiologyVJ2018VJiVJbega 5.7 77

67 tecipheringJwWProteinWsoupledJαeceptorJaaiJqgonistsJasJPromisingJβtrategyJagainstJπypeJbJ
tiabetesJUsingJβystemsJriologyJqpproachXJACSaOmegaVJ2018VJcVJahbadWahbbf 3.9 14

66 ynsightJintoJnovelJclinicalJmutantsJofJαpsqWβcbdvVJucbe’VJandJwcdaαJofJassociatedJwithJ
pyrazinamideJresistanceXJComputationalaandaStructuralaBiotechnologyaJournalVJ2018VJafVJcgiWchg 6.8 15

65 ynitialJtecompositionJofJtheJsoWcrystalJofJs–WbZYπNπjJβensitivityJtecreaseJunderJβhockJ–oadingXJ
JournalaofaPhysicalaChemistryaCVJ2018VJabbVJbdbgZWbdbgh 3.8 9

64 tesigningJofJsthJandJsthWoverlappedJstdJepitopeJvaccineJbyJtargetingJlateJandJearlyJproteinsJofJ
humanJpapillomavirusXJBiologics:aTargetsaandaTherapyVJ2018VJabVJaZgWabe 4.4 17

63 PredictionJofJuffectiveJtrugJsombinationsJbyJanJymprovedJNaˆflveJrayesianJqlgorithmXJInternationala
JournalaofaMolecularaSciencesVJ2018VJaiVJ 6.3 18

62
ydentificationJofJtargetJgeneJandJprognosticJevaluationJforJlungJadenocarcinomaJusingJgeneJ
expressionJmetaWanalysisVJnetworkJanalysisJandJneuralJnetworkJalgorithmsXJJournalaofaBiomedicala
InformaticsVJ2018VJhfVJabZWacd

10.2 38

61 πowardsJtheJlowWsensitiveJandJhighWenergeticJcoWcrystalJexplosiveJs–WbZYπNπjJfromJintermolecularJ
interactionsJtoJstructuresJandJpropertiesXJPhysicalaChemistryaChemicalaPhysicsVJ2018VJbZVJagbecWagbfa 3.6 19

60
somputationalJidentificationVJcharacterizationJandJvalidationJofJpotentialJantigenicJpeptideJ
vaccinesJfromJhrxPVsJufJproteinsJusingJimmunoinformaticsJandJcomputationalJsystemsJbiologyJ
approachesXJPLoSaONEVJ2018VJacVJeZaifdhd

3.7 57

59  olecularJmechanismJofJαasWrelatedJproteinJαabWeqJandJeffectJofJmutationsJinJtheJcatalyticallyJ
activeJphosphateWbindingJloopXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2017VJceVJaZeWaah 3.6 41
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58 βtructureJpredictionJandJfunctionalJanalysesJofJaJthermostableJlipaseJobtainedJfromJβhewanellaJ
putrefaciensXJJournalaofaBiomolecularaStructureaandaDynamicsVJ2017VJceVJbabcWbace 3.6 30

57 πheJdynamicJbindingJofJcholesterolJtoJtheJmultipleJsitesJofJsiijJasJrevealedJbyJcoarseWgrainedJandJ
allWatomJsimulationsXJPhysicalaChemistryaChemicalaPhysicsVJ2017VJaiVJchdeWchef 3.6 9

56 PtsWβwrjJPredictionJofJeffectiveJdrugJcombinationsJusingJaJstochasticJgradientJboostingJalgorithmXJ
JournalaofaTheoreticalaBiologyVJ2017VJdagVJaWg 2.3 63

55 qbJinitioJmolecularJmetadynamicsJsimulationJforJβWnitrosylationJbyJnitricJoxidejJβWnitroxideJasJtheJ
keyJintermediateXJMolecularaSimulationVJ2017VJdcVJaacdWaada 2 2

54 βhockJresponseJofJaVcVeWtrinitroperhydroWaVcVeWtriazineJRαtXSjJπheJsWNJbondJscissionJstudiedJbyJ
molecularJdynamicsJsimulationsXJJournalaofaAppliedaPhysicsVJ2017VJabbVJaceiZa 2.5 9

53 πheoreticalJβtudiesJofJyntracellularJsoncentrationJofJ icroWorganismsQJ etabolitesXJScientifica
ReportsVJ2017VJgVJiZdh 4.9 4

52 PressureWynducedJsrystallizationJandJPhaseJπransformationJofJParaWxyleneXJScientificaReportsVJ2017VJ
gVJecba 4.9 10

51 qJβtudyJofJtheJtynamicJαelationJbetweenJPhysiologicalJshangesJandJβpontaneousJuxpressionsXJ
ScientificaReportsVJ2017VJgVJgZha 4.9 1

50 ynhibitionJofJ˛†WqmyloidJshannelsJwithJaJtrugJsandidateJwgxWeZJαevealedJbyJ olecularJtynamicsJ
βimulationsXJJournalaofaChemicalaInformationaandaModelingVJ2017VJegVJbhaaWbhba 6.1 22

49  olecularJdynamicsJsimulationJofJchitinaseJyJfromJπhermomycesJlanuginosusJββrPJtoJensureJ
optimalJactivityXJMolecularaSimulationVJ2017VJdcVJdhZWdiZ 2 5

48 PressureJinducedJsuperconductivityJandJelectronicJstructureJpropertiesJofJscandiumJhydridesJusingJ
firstJprinciplesJcalculationsXJRSCaAdvancesVJ2016VJfVJhaecdWhaeda 3.7 14

47 surrentJupdatesJonJcomputerJaidedJproteinJmodelingJandJdesigningXJInternationalaJournalaofa
BiologicalaMacromoleculesVJ2016VJheVJdhWfb 7.9 86

46 PredictionJofJπypeJyyJπoxinWqntitoxinJ–ociJinJ’lebsiellaJpneumoniaeJwenomeJβequencesXJ
InterdisciplinaryaSciencesnaComputationalaLifeaSciencesVJ2016VJhVJadcWadi 3.5 19

45 ymprovedJPredictionJofJ ichaelisJsonstantsJinJsYPdeZW ediatedJαeactionsJbyJαesilientJrackJ
PropagationJqlgorithmXJCurrentaDrugaMetabolismVJ2016VJagVJfgcWhZ 3.5 8

44 weneJexpressionJprofilesJandJproteinWproteinJinteractionJnetworksJinJamyotrophicJlateralJsclerosisJ
patientsJwithJsiorfgbJmutationXJOrphanetaJournalaofaRareaDiseasesVJ2016VJaaVJadh 4.2 28

43 αecentJprogressesJofJsimulationsJonJpassiveJmembraneJpermeationsJinJshinaXJMolecularaSimulationVJ
2016VJdbVJgiiWhZh 2 1

42 qJpxJbasedJmolecularJdynamicsJsimulationsJofJchitinaseJyyJisolatedJfromJπhermomycesJlanuginosusJ
ββrPXJCogentaBiologyVJ2016VJbVJaafhccf 1.6 2

41 PassiveJπransmembraneJPermeationJ echanismsJofJ onovalentJyonsJuxploredJbyJ olecularJ
tynamicsJβimulationsXJJournalaofaChemicalaTheoryaandaComputationVJ2016VJabVJdieiWdifi 6.4 18

(2016-2017)
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40 testabilizationJofJqlzheimerQsJq˛†dbJProtofibrilsJwithJaJNovelJtrugJsandidateJwgxWeZJbyJ olecularJ
tynamicsJβimulationsXJJournalaofaPhysicalaChemistryaBVJ2015VJaaiVJaaaifWbZb 3.4 48

39 uxtraordinaryJmechanicalJpropertiesJofJmonatomicJscNbJchainXJMolecularaSimulationVJ2015VJdaVJbefWbfa 2

38 αecentJprogressJonJstructuralJbioinformaticsJresearchJofJcytochromeJPdeZJandJitsJimpactJonJdrugJ
discoveryXJAdvancesainaExperimentalaMedicineaandaBiologyVJ2015VJhbgVJcbgWci 3.6 1

37
sonformationalJPreferencesJofJˇ�Wˇ�JβtackingJretweenJ–igandJandJProteinVJqnalysisJterivedJfromJ
srystalJβtructureJtataJweometricJPreferenceJofJˇ�Wˇ�JynteractionXJInterdisciplinaryaSciencesna
ComputationalaLifeaSciencesVJ2015VJgVJbaaWbZ

3.5 24

36 satalyticJmechanismJandJoriginJofJhighJactivityJofJcellulaseJπmselabqJatJhighJtemperaturejJaJ
quantumJmechanicalYmolecularJmechanicalJstudyXJCelluloseVJ2014VJbaVJicgWidi 5.5 7

35 xowJreliableJareJmolecularJdynamicsJsimulationsJofJmembraneJactiveJantimicrobialJpeptidesoXJ
BiochimicaaEtaBiophysicaaActaaoaBiomembranesVJ2014VJahchVJbbhZWh 3.8 64

34 πransmembraneJPermeationJ echanismJofJshargedJ ethylJwuanidineXJJournalaofaChemicalaTheorya
andaComputationVJ2014VJaZVJagagWbf 6.4 25

33 ydentificationJofJhumanJdiseaseJgenesJfromJinteractomeJnetworkJusingJgraphletJinteractionXJPLoSa
ONEVJ2014VJiVJehfadb 3.7 10

32 qJhadoopWbasedJmethodJtoJpredictJpotentialJeffectiveJdrugJcombinationXJBioMedaResearcha
InternationalVJ2014VJbZadVJaifheh 3 20

31 PredictingJproteinWligandJinteractionsJbasedJonJchemicalJpreferenceJfeaturesJwithJitsJapplicationJtoJ
newJtWaminoJacidJoxidaseJinhibitorJdiscoveryXJCurrentaPharmaceuticalaDesignVJ2014VJbZVJebZbWaa 3.3 2

30 ulasticVJsuperconductingVJandJthermodynamicJpropertiesJofJtheJcubicJmetallicJphaseJofJqlxcJviaJ
firstWprinciplesJcalculationsXJJournalaofaAppliedaPhysicsVJ2013VJaadVJaadiZe 2.5 12

29 shemomicsJandJdrugJinnovationXJScienceaChinaaChemistryVJ2013VJefVJgaWhe 7.9 11

28  echanicalJinstabilityJandJidealJstrengthsJofJlayeredJ bβsJR JmJπiVJZrVJandJxfSJcompoundsXJJournala
ofaAppliedaPhysicsVJ2013VJaacVJZhceaf 2.5 7

27 βtructuralJcomparisonJofJtheJwildWtypeJandJdrugWresistantJmutantsJofJtheJinfluenzaJqJ bJprotonJ
channelJbyJmolecularJdynamicsJsimulationsXJJournalaofaPhysicalaChemistryaBVJ2013VJaagVJfZdbWea 3.4 24

26 qpplicationsJofJrareJeventJdynamicsJonJtheJfreeJenergyJcalculationsJforJmembraneJproteinJsystemsXJ
CanadianaJournalaofaChemistryVJ2013VJiaVJgfiWggd 0.9 2

25 NewJcouplingJmechanismJofJtheJsilaneJcouplingJagentsJinJtheJπqπrWbasedJPrXXJMoleculara
SimulationVJ2013VJciVJdbcWdbg 2 5

24 qJnovelJdrugJcandidateJforJqlzheimerQsJdiseaseJtreatmentjJgxWeZJderivedJfromJZanthoxylumJ
bungeanumXJJournalaofaAlzheimerhsaDiseaseVJ2013VJcdVJbZcWac 4.3 35

23 slassificationJ odelsJforJPredictingJsytochromeJPdeZJunzymeWβubstrateJβelectivityXJMoleculara
InformaticsVJ2012VJcaVJecWfb 3.8 16

Dongqing Wei
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22 ynitialJdecompositionJofJtheJcondensedWphaseJ˛†Wx XJunderJshockJwavesjJmolecularJdynamicsJ
simulationsXJJournalaofaPhysicalaChemistryaBVJ2012VJaafVJacfifWgZd 3.4 56

21 PressureJeffectsJonJelasticJandJthermodynamicJpropertiesJofJZrcqlJintermetallicJcompoundXJ
ComputationalaMaterialsaScienceVJ2012VJehVJabeWacZ 3.2 26

20 PredictionJofJtheJfunctionalJconsequencesJofJsingleJaminoJacidJsubstitutionJinJhumanJcytochromeJ
PdeZXJMolecularaSimulationVJ2012VJchVJabigWacZg 2 2

19 αoleJofJdipoleJelongationJinJorientationallyJorderedJliquidsXJPhysicalaReviewaEVJ2011VJhcVJZfagZc 2.4 4

18 qJnegativeJcooperativityJmechanismJofJhumanJsYPbuaJinferredJfromJmolecularJdynamicsJ
simulationsJandJfreeJenergyJcalculationsXJJournalaofaChemicalaInformationaandaModelingVJ2011VJeaVJcbagWbe6.1 31

17 vreeJenergyJcalculationsJonJtheJtwoJdrugJbindingJsitesJinJtheJ bJprotonJchannelXJJournalaofathea
AmericanaChemicalaSocietyVJ2011VJaccVJaZhagWbe 16.4 35

16  esoscopicJsimulationJofJaggregateJbehaviourJofJfluoropolymersJinJtheJπqπrWbasedJPrXXJ
MolecularaSimulationVJ2011VJcgVJbcgWbdb 2 8

15 qbJinitioJandJmolecularJdynamicsJstudiesJofJsolidJ˛†Wx XjJeffectsJofJhydrostaticJpressureJandJhighJ
temperatureXJMolecularaSimulationVJ2010VJcfVJfgZWfha 2 11

14 πhermalJdecompositionJofJtheJsolidJphaseJofJnitromethanejJab´ initioJmolecularJdynamicsJ
simulationsXJPhysicalaReviewaLettersVJ2010VJaZeVJahhcZb 7.4 63

13 tockingJandJmolecularJdynamicsJstudiesJonJsYPbtfXJScienceaBulletinVJ2010VJeeVJahggWahhZ 9

12 ProgressJinJtheJapplicationsJofJfluxJanalysisJofJmetabolicJnetworksXJScienceaBulletinVJ2010VJeeVJbcaeWbcbb 6

11  olecularJdynamicsJsimulationsJexploringJdrugJresistanceJinJxyVWaJproteasesXJScienceaBulletinVJ2010
VJeeVJbfggWbfhc 6

10 αecentJProgressJonJsomputerWqidedJynhibitorJtesignJofJxeNaJynfluenzaJqJVirusXJCurrenta
ComputeroAidedaDrugaDesignVJ2010VJfVJaciWdf 1.4 3

9 πheJpressureWinducedJphaseJtransitionJofJtheJsolidJ˛†â��x XXJMolecularaPhysicsVJ2009VJaZgVJbcgcWbche 1.7 20

8 πheJfirstJprincipleJstudiesJofJtheJstructuralJandJvibrationalJpropertiesJofJsolidJ˛†Wx XJunderJ
compressionXJMolecularaPhysicsVJ2008VJaZfVJbefiWbehZ 1.7 27

7 ynteractionsJofJsYPbsiJwithJtifferentJβubstratesJandJitsJymplicationsJforJ etabolicJ echanismJ
2008VJ 1

6 weneticJinsightJofJtheJxeNaJhemagglutininJcleavageJsiteXJScienceaBulletinVJ2007VJebVJbcgdWbcgi 1

5 qJπxuïαuπysq–JβπUtYJïNJπxuJ usxqNyβ JïvJbjaJaVJcJtyPï–qαJsYs–ïqttyπyïNJαuqsπyïNβXJ
JournalaofaTheoreticalaandaComputationalaChemistryVJ2007VJZfVJhfaWhfg 1.8 3

(2007-2012)
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4  olecularJdynamicsJsimulationsJofJdipolarJfluidsJinJorientationallyJorderedJphasesXJPhysicalaReviewa
EVJ2007VJgeVJZfagZb 2.4 4

3  olecularJ odelingJofJsYPJProteinsJandJitsJymplicationJforJPersonalJtrugJtesignbgcWbib

2 πdβuWXwrjJinterpretableJsequenceWbasedJpredictionJofJtypeJyVJsecretedJeffectorsJusingJeXtremeJ
gradientJboostingJalgorithm 4

1 ydentifyingJpotentialJdrugJtargetsJandJcandidateJdrugsJforJsïVytWaijJbiologicalJnetworksJandJ
structuralJmodelingJapproachesXJFsrrrResearchVaZVJabg 3.6 5
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