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64 zighXthroughputJscreeningJtoJmodulateJelectronicJandJopticalJpropertiesJofJalloyedJusbsgtiulfJforJ
enhancedJsolarJcellJefficiencyZJJPhysoMaterialsWJ2021WJdWJ]be]]e 4.2 5

63
StructureXvependentJSNonTLinearJOpticalJwxcitonsJinJPrimaryJuyclicJsmmoniumJSunzbnâ��aNzblJnJnJ
câ��hTXtasedJ–norganicâ��OrganicJzybridJSemiconductorJSeriesZJJournaloofoPhysicaloChemistryoCWJ2021WJ
abeWJfhbaXfhca

3.8 1

62 TheoreticalJinsightsJtoJexcitonicJeffectJinJleadJbromideJperovskitesZJAppliedoPhysicsoLettersWJ2021WJ
aahWJaiba]c 3.4 3

61 wngineeringJwlectronicJStructureJandJLatticeJvynamicsJtoJschieveJwnhancedJThermoelectricJ
PerformanceJofJMnâ��SbJuoXvopedJyeTeZJChemistryoofoMaterialsWJ2021WJccWJcfaaXcfb] 9.6 12

60 MetalXorganicJframeworksJfunctionalizedJsmartJtextilesJforJadsorptiveJremovalJofJhazardousJ
aromaticJpollutantsJfromJambientJairZJJournaloofoHazardousoMaterialsWJ2021WJdaaWJabe]ef 12.8 11

59 RegenerationJofJuatalyticJsctivityJofJuuOâ��uubO[–nbOcJNanocompositeJtowardsJwlectrochemicalJ
ReductionJofJuObJbyJUVJLightJTreatmentZJJournaloofotheoElectrochemicaloSocietyWJ2021WJafhWJ]ffeah 3.9 1

58 OptoelectronicJPropertiesJofJuhalcogenideJPerovskitesJbyJManyXtodyJPerturbationJTheoryZJJournalo
ofoPhysicaloChemistryoLettersWJ2021WJabWJec]aXec]g 6.4 4

57
wxploringJwxcitonJandJPolaronJvominatedJPhotophysicalJPhenomenaJinJRuddlesdenXPopperJPhasesJ
ofJtaZrSJSJnJaXcTJfromJManyJtodyJPerturbationJTheoryZJJournaloofoPhysicaloChemistryoLettersWJ2021WJ
abWJffihXfg]f

6.4 1

56 –nsightsJintoJenhancedJstabilityJandJactivityJofJsilicaJmodifiedJSiuJsupportedJironJoxideJcatalystJinJ
sulfuricJacidJdecompositionZJAppliedoCatalysisoB:oEnvironmentalWJ2021WJbhdWJaaifac 21.8 3

55 UnravellingJtheJreactivityJofJmetastableJmolybdenumJcarbideJnanoclustersJinJtheJuXzJbondJ
activationJofJmethaneWJethaneJandJethyleneZJNanoscaleWJ2021WJacWJddeaXddff 7.7 4

54 SublatticeJmixingJinJusbsg–nulfJforJenhancedJopticalJpropertiesJfromJfirstXprinciplesZJAppliedo
PhysicsoLettersWJ2021WJaahWJ]bai]a 3.4 4

53 TheoreticalJinsightsJintoJuâ��zJbondJactivationJofJmethaneJbyJtransitionJmetalJclusterskJtheJroleJofJ
anharmonicJeffectsZJNanoscaleoAdvancesWJ2021WJcWJegeXehc 5.1 3

52 MoSbJandJ−anusJSMoSSeTJbasedJbvJvanJderJWaalsJheterostructureskJemergingJdirectJZXschemeJ
photocatalystsZJNanoscaleoAdvancesWJ2021WJcWJbhcgXbhde 5.1 5

51 OriginJofJRashbaJSpinJSplittingJandJStrainJTunabilityJinJxerroelectricJtulkJusPbxZJJournaloofoPhysicalo
ChemistryoLettersWJ2021WJabWJieciXiedf 6.4 2

50 UnderstandingJtheJefficientJelectrocatalyticJactivitiesJofJMoSebâ��uubSJnanoheterostructuresZJ
JournaloofoMaterialsoChemistryoAWJ2021WJiWJihcgXihdh 13 12

49
UnravelingJtheJstructuralJandJmorphologicalJstabilityJofJoxygenJvacancyJengineeredJleafXtemplatedJ
uaTiOcJtowardsJphotocatalyticJzbJevolutionJandJNbJfixationJreactionsZJJournaloofoMaterialso
ChemistryoAWJ2021WJiWJag]]fXag]ah

13 27

48 LeadXxreeJslloyedJvoubleXPerovskiteJNanocrystalsJofJusbSNaxsgaâ��xTtitrfJwithJTunableJtandJyapZJ
JournaloofoPhysicaloChemistryoCWJ2021WJabeWJaiedXaifb 3.8 13
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47 UnderstandingJtheJroleJofJSnJsubstitutionJandJPbXpJinJenhancingJtheJopticalJpropertiesJandJsolarJ
cellJefficiencyJofJuzSNzbTbPbaâ��xâ��ySnxpytrcZJJournaloofoMaterialsoChemistryoCWJ2020WJhWJa]cfbXa]cfh 7.1 4

46 ReducingJleadJtoxicityJinJtheJmethylammoniumJleadJhalideJMsPb–ckJWhyJSnJsubstitutionJshouldJbeJ
preferredJtoJPbJvacancyJforJoptimumJsolarJcellJefficiencyZJPhysicaloReviewoBWJ2020WJa]aWJ 3.3 15

45
wnhancedJPhotocurrentJOwingJtoJShuttlingJofJuhargeJuarriersJacrossJ
dXsminothiophenolXxunctionalizedJMoSeXusPbtrJNanohybridsZJACSoAppliedoMaterialsovamp;o
InterfacesWJ2020WJabWJgcagXgcbe

9.5 19

44 RoleJofJvefectsJinJPhotocatalyticJWaterJSplittingkJMonodopedJvsJuodopedJSrTiOcZJJournaloofo
PhysicaloChemistryoCWJ2020WJabdWJa]bgbXa]bgi 3.8 16

43 MetastabilityJtriggeredJreactivityJinJclustersJatJrealisticJconditionskJaJcaseJstudyJofJNXdopedJSTiObTJnJ
forJphotocatalysisZJJPhysoMaterialsWJ2020WJdWJ]ae]]a 4.2 2

42 –mportanceJofJManyXtodyJvispersionJinJtheJStabilityJofJVacanciesJandJsntisitesJinJxreeXStandingJ
MonolayerJofJMoSbJfromJxirstXPrinciplesJspproachesZJJournaloofoPhysicaloChemistryoCWJ2020WJabdWJaci]Xacig3.8 5

41 UnderstandingJtheJ–onicJviffusivityJinJtheJSMetaTStableJSUnTdopedJSolidXStateJwlectrolyteJfromJ
xirstXPrincipleskJsJuaseJStudyJofJL–S–uONZJJournaloofoPhysicaloChemistryoCWJ2020WJabdWJagdheXagdic 3.8 4

40 wlectronicJwffectJinJaJRutheniumJuatalystJvesignedJinJNanoporousJNXxunctionalizedJuarbonJforJ
wfficientJzydrogenationJofJzeteroarenesZJACSoAppliedoMaterialsovamp;oInterfacesWJ2020WJabWJebffhXebfgg9.5 6

39 –nnovativeJspproachJtoJPhotoXuhemiresistiveJSensingJTechnologykJSurfaceXxluorinatedJSnOJforJ
VOuJvetectionZJACSoAppliedoMaterialsovamp;oInterfacesWJ2020WJabWJcgcb]Xcgcbi 9.5 10

38 TheoreticalJinsightsJofJcodopingJtoJmodulateJelectronicJstructureJofJ[xormulakJseeJtext]JandJ
[xormulakJseeJtext]JforJenhancedJphotocatalyticJefficiencyZJScientificoReportsWJ2020WJa]WJaecgb 4.9 7

37 ThermodynamicJstabilityJandJelectronicJstructureJofJbimetallicJclustersJSTMxMgyOzTZJMaterialso
Today:oProceedingsWJ2020WJbfWJacdXacg 1.4

36 sbXinitioJstudyJonJoptoXelectronicJpropertiesJofJnonXmetalJdopedJTiObZJMaterialsoToday:o
ProceedingsWJ2020WJbfWJidXif 1.4

35 SelectiveJelectrochemicalJreductionJofJuObJtoJuOJonJuuO[–nbOcJnanocompositeskJroleJofJoxygenJ
vacanciesZJCatalysisoScienceoandoTechnologyWJ2019WJiWJecciXecdi 5.5 14

34 StabilityJofJnonXmetalJdopantsJtoJtuneJtheJphotoXabsorptionJofJTiOJatJrealisticJtemperaturesJandJ
oxygenJpartialJpressureskJsJhybridJvxTJstudyZJScientificoReportsWJ2019WJiWJaadbg 4.9 10

33
OxygenJvacancyJmediatedJcubicJphaseJstabilizationJatJroomJtemperatureJinJpureJnanoXcrystallineJ
zirconiaJfilmskJaJcombinedJexperimentalJandJfirstXprinciplesJbasedJinvestigationZJPhysicaloChemistryo
ChemicaloPhysicsWJ2019WJbaWJbbdhbXbbdi]

3.6 9

32
UnravelingJThermodynamicJStabilityWJuatalyticJsctivityWJandJwlectronicJStructureJofJ
[TMxMgyOz]V[][â��JulustersJatJRealisticJuonditionskJsJzybridJvxTJandJabJ–nitioJThermodynamicsJ
StudyZJJournaloofoPhysicaloChemistryoCWJ2019WJabcWJaedieXaee]b

3.8 4

31 tandJyapJwngineeringJinJusSNasgTtiulJvoubleJPerovskiteJNanocrystalsZJJournaloofoPhysicalo
ChemistryoLettersWJ2019WJa]WJeagcXeaha 6.4 59

30 wlucidatingJtheJoriginJofJmagneticJorderingJinJferroelectricJtaTiOJdJthinJfilmJviaJelectronicJstructureJ
modificationZJJournaloofoPhysicsoCondensedoMatterWJ2019WJcaWJb]e]]a 1.8 2
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29 SelfJenergyJandJexcitonicJeffectJinJSunTdopedJTiObJanatasekJaJcomparativeJstudyJofJhybridJvxTWJyWJ
andJtSwJtoJexploreJopticalJpropertiesZJJournaloofoMaterialsoChemistryoCWJ2019WJgWJadbhdXadbic 7.1 16

28
wlucidatingJtheJRoleJofJTemperatureJandJPressureJtoJtheJThermodynamicJStabilityJofJuhargedJ
vefectsJinJuomplexJMetalXzydrideskJsJuaseJStudyJofJNaslzdZJJournaloofoPhysicaloChemistryoCWJ2019WJ
abcWJfbXfi

3.8 7

27 ystorkJsJxirstXPrinciplesJyeneticJslgorithmJforJMolecularJurystalJStructureJPredictionZJJournaloofo
ChemicaloTheoryoandoComputationWJ2018WJadWJbbdfXbbfd 6.4 51

26 wvidenceJofJlocalJstructuralJinfluenceJonJtheJshapeJdrivenJmagneticJanisotropyJinJelectronicallyJ
excitedJNiJnanoparticlesJembeddedJinJSiOJmatrixZJScientificoReportsWJ2018WJhWJa]d] 4.9 1

25 StructureJandJwlectronicJPropertiesJofJTransitionXMetal[MgJtimetallicJulustersJatJRealisticJ
TemperaturesJandJOxygenJPartialJPressuresZJJournaloofoPhysicaloChemistryoCWJ2018WJabbWJafghhXafgid 3.8 7

24 TheoreticalJevidenceJforJunexpectedJOXrichJphasesJatJcornersJofJMgOJsurfacesZJPhysicaloReviewo
MaterialsWJ2017WJaWJ 3.2 21

23 MicroXstructuralJoriginJofJelongationJinJswiftJheavyJionJirradiatedJNiJnanoparticleskJsJcombinedJ
wXsxSJandJvxTJstudyZJActaoMaterialiaWJ2016WJabaWJcgXde 8.4 6

22 UnravelingJtheJroleJofJvacanciesJinJtheJpotentiallyJpromisingJthermoelectricJclathratesJ
tahZnxyedfâ��xâ��ypyZJPhysicaloReviewoBWJ2016WJidWJ 3.3 18

21 ReportJonJtheJsixthJblindJtestJofJorganicJcrystalJstructureJpredictionJmethodsZJActao
CrystallographicaoSectionoB:oStructuraloScience,oCrystaloEngineeringoandoMaterialsWJ2016WJgbWJdciXei 1.8 338

20
UnravelingJTheJOriginJofJwnhancedJxieldJwmissionJfromJ–rradiatedJxeuoXSiObJNanocompositeskJsJ
uombinedJwxperimentalJandJxirstXPrinciplesJtasedJStudyZJACSoAppliedoMaterialsovamp;oInterfacesWJ
2016WJhWJdiidXe]]a

9.5 9

19 sJfastJandJeffectiveJapproachJforJreversibleJwettingXdewettingJtransitionsJonJZnOJnanowiresZJ
ScientificoReportsWJ2016WJfWJce]gc 4.9 29

18 TriggeringJofJspinXflippingXmodulatedJexchangeJbiasJinJxeuoJnanoparticlesJbyJelectronicJexcitationZJ
ScientificoReportsWJ2016WJfWJcibib 4.9 6

17 stomicWJelectronicWJandJmagneticJpropertiesJofJbimetallicJZruoJclusterskJsJfirstXprinciplesJstudyZJ
JournaloofoAppliedoPhysicsWJ2016WJab]WJ]idc]a 2.5 4

16 TuningJtheJWettabilityJofJ–ndiumJOxideJNanowiresJfromJSuperhydrophobicJtoJNearlyJ
SuperhydrophilickJwffectJofJOxygenXRelatedJvefectsZJJournaloofoPhysicaloChemistryoCWJ2015WJaaiWJaf]bfXaf]cb3.8 26

15 xormationJofJWaterJuhainsJonJuaOS]]aTkJWhatJvrivesJtheJavJyrowthpZJJournaloofoPhysicaloChemistryo
LettersWJ2015WJfWJab]dXh 6.4 25

14 wxploringJNXRichJPhasesJinJLiSxTNSyTJulustersJforJzydrogenJStorageJatJNanoscaleZJJournaloofoPhysicalo
ChemistryoLettersWJ2015WJfWJcgbfXc] 6.4 10

13 uomputationalJdesignJofJnanoclustersJbyJpropertyXbasedJgeneticJalgorithmskJTuningJtheJelectronicJ
propertiesJofJSTiObTnJclustersZJPhysicaloReviewoBWJ2015WJiaWJ 3.3 22

12 sJfirstXprinciplesJstudyJofJtheJ–––X–VXVJsemiconductorJnanosheetsZJPhysicaloChemistryoChemicalo
PhysicsWJ2015WJagWJa]ciXdf 3.6 7

Saswata Bhattacharya

4



11 wfficientabJinitioschemesJforJfindingJthermodynamicallyJstableJandJmetastableJatomicJstructureskJ
benchmarkJofJcascadeJgeneticJalgorithmsZJNewoJournaloofoPhysicsWJ2014WJafWJabc]af 2.9 33

10 StabilityJandJmetastabilityJofJclustersJinJaJreactiveJatmospherekJtheoreticalJevidenceJforJ
unexpectedJstoichiometriesJofJMgMOxZJPhysicaloReviewoLettersWJ2013WJaaaWJacee]a 7.4 62

9 wxploringJsemiconductorJsubstratesJforJsiliceneJepitaxyZJAppliedoPhysicsoLettersWJ2013WJa]cWJabcaac 3.4 31

8 vehydrogenationJMechanismJofJMonoammoniatedJLithiumJsmidoboraneJ[LiSNzcTNzbtzc]ZJ
JournaloofoPhysicaloChemistryoCWJ2012WJaafWJhheiXhhfd 3.8 11

7 sntiXKubasJTypeJ–nteractionJinJzydrogenJStorageJonJaJLiJvecoratedJtzNzJSheetkJsJxirstXPrinciplesJ
tasedJStudyZJJournaloofoPhysicaloChemistryoCWJ2012WJaafWJchd]Xchdd 3.8 31

6 TransitionXMetalJvecorationJwnhancedJRoomXTemperatureJzydrogenJStorageJinJaJ
vefectXModulatedJyrapheneJSheetZJJournaloofoPhysicaloChemistryoCWJ2010WJaadWJa]bigXa]c]a 3.8 120

5 cdJTransitionJmetalJdecoratedJtXuXNJcompositeJnanostructuresJforJefficientJhydrogenJstoragekJsJ
firstXprinciplesJstudyZJBulletinoofoMaterialsoScienceWJ2009WJcbWJcecXcf] 1.7 3

4 TiXvecoratedJtudNJSheetkJsJplanarJNanostructureJforJzighXuapacityJzydrogenJStorageZJJournaloofo
PhysicaloChemistryoCWJ2009WJaacWJaeghcXaeghg 3.8 25

3 zydrogenJStorageJinJTiXvecoratedJtudNJNanotubeZJJournaloofoPhysicaloChemistryoCWJ2008WJaabWJagdhgXagdia3.8 36

2 LithiumJcalciumJimideJ[LibuaSNzTb]JforJhydrogenJstoragekJstructuralJandJthermodynamicJ
propertiesZJJournaloofoPhysicaloChemistryoBWJ2008WJaabWJaachaXd 3.4 20

1 xerroceneJverivedJxeXMetalatedJPorousXOrganicXPolymerJforJuoreJPlanarityJTriggeredJ
vetoxificationJofJuhemicalJWarfareJsgentsZJChemicaloCommunicationsW 5.8 1
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