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139 sighlyGselectiveGacridiniumGbasedGcyanineGdyesGforGtheGdetectionGofGoylGbaseGpairsGOadenineSG
cytosineSGguanineGandGthyminePUGComputationalhandhTheoreticalhChemistrySG2019SGXXaZSGXXY]Wd 2 63

138 SynthesisSGcrystalGstructuresGandGspectroscopicGpropertiesGofGtriazineTbasedGhydrazoneGderivativesfG
aGcomparativeGexperimentalTtheoreticalGstudyUGMoleculesSG2015SGYWSG]c]XTb[ 4.8 60

137
SuperalkalisGasGaGsourceGofGdiffuseGexcessGelectronsGinGnewlyGdesignedGinorganicGelectridesGwithG
remarkableGnonlinearGresponseGandGdeepGultravioletGtransparencyeGlGoqαGstudyUGAppliedhSurfaceh
ScienceSG2019SG[cZSGXXXcTXXYc

6.7 56

136 nyclicGversusGstraightGchainGoligofuranGasGsensoreGlGdetailedGoqαGstudyUGJournalhofhMolecularh
GraphicshandhModellingSG2020SGdbSGXWb]ad 2.8 52

135
SynthesisSGcrystalGstructureSGspectroscopicGandGdensityGfunctionalGtheoryGOoqαPGstudyGofG
yT[ZTanthracenTdTylTXTO[TbromoTphenylPTallylidene]TyTbenzenesulfonohydrazineUGSpectrochimicah
ActahvhParthA:hMolecularhandhBiomolecularhSpectroscopySG2015SGX[YSGZa[Tb[

4.4 51

134 oesignSGsynthesisGandGbioevaluationGofGtricyclicGfusedGringGsystemGasGdualGbindingGsiteG
acetylcholinesteraseGinhibitorsUGBioorganichChemistrySG2019SGcZSGZZaTZ[b 5.1 50

133 αheoreticalGstudyGonGaGboronGphosphideGnanocageGdopedGwithGsuperalkaliseGnovelGelectridesGhavingG
significantGnonlinearGopticalGresponseUGNewhJournalhofhChemistrySG2019SG[ZSG]bYbT]bZa 3.6 46

132 SilverTgrapheneGquantumGdotsGbasedGelectrochemicalGsensorGforGtrinitrotolueneGandGpTnitrophenolUG
JournalhofhMolecularhLiquidsSG2020SGZWaSGXXYcbc 6 46

131 sighGsensitivityGofGpolypyrroleGsensorGforGuricGacidGoverGureaSGacetamideGandGsulfonamideeGlGdensityG
functionalGtheoryGstudyUGSynthetichMetalsSG2018SGYZ]SG[dTaW 3.6 45

130 SynthesisGandGspectroscopicGandGoylTbindingGpropertiesGofGfluorogenicGacridineTcontainingGcyanineG
dyesUGJournalhofhOrganichChemistrySG2010SGb]SGYW[Tb 4.2 42

129 pxceptionallyGhighGywzGresponseGandGdeepGultravioletGtransparencyGofGsuperalkaliGdopedG
macrocyclicGoligofuranGringsUGNewhJournalhofhChemistrySG2020SG[[SGYaWdTYaXc 3.6 41

128 lnGaccurateGcostGeffectiveGoqαGapproachGtoGstudyGtheGsensingGbehaviourGofGpolypyrroleGtowardsG
nitrateGionsGinGgasGandGaqueousGphasesUGPhysicalhChemistryhChemicalhPhysicsSG2016SGXcSGXdYZaT[b 3.6 40

127 oesignGofGnovelGsuperalkaliGdopedGsiliconGcarbideGnanocagesGwithGgiantGnonlinearGopticalGresponseUG
OpticshandhLaserhTechnologySG2020SGXYYSGXW]c]] 4.2 40

126
αheoreticalGstudyGonGnovelGsuperalkaliGdopedGgraphdiyneGcomplexeseGπniqueGapproachGforGtheG
enhancementGofGelectronicGandGnonlinearGopticalGresponseUGJournalhofhMolecularhGraphicshandh
ModellingSG2020SGdbSGXWb]bZ

2.8 39

125 αheoreticalGstudyGonGdesignGofGnovelGsuperalkalisGdopedGgraphdiyneeGlGnewGdonorâ��acceptorGOoTˇ�TlPG
strategyGforGenhancingGywzGresponseUGAppliedhSurfacehScienceSG2019SG[dYSGY]]TYaZ 6.7 39

124 lGcomprehensiveGoqαGstudyGonGtheGsensingGabilitiesGofGcyclicGoligothiophenesGOnnαsPUGNewhJournalhofh
ChemistrySG2019SG[ZSGX[XYWTX[XZZ 3.6 36

123 ldsorptionGbehaviourGofGchronicGblisteringGagentsGonGgraphdiynefGexcellentGcorrelationGamongG
Sl–αSGreducedGdensityGgradientGO−orPGandG αltxGanalysesUGJournalhofhMolecularhLiquidsSG2020SGZXaSGXXZcaW6 36
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122 SynthesisGofGYTacylatedGandGsulfonatedG[ThydroxycoumarinseGtnGvitroGureaseGinhibitionGandG
molecularGdockingGstudiesUGBioorganichChemistrySG2016SGaaSGXXXTa 5.1 35

121
nlickGoneGpotGsynthesisSGspectralGanalysesSGcrystalGstructuresSGoqαGstudiesGandGbrineGshrimpG
cytotoxicityGassayGofGtwoGnewlyGsynthesizedGXS[S]TtrisubstitutedGXSYSZTtriazolesUGJournalhofhMolecularh
StructureSG2016SGXXWaSG[ZWT[Zd

3.4 33

120 lnGaccurateGcomparativeGtheoreticalGstudyGofGtheGinteractionGofGfuranSGpyrroleSGandGthiopheneGwithG
variousGgaseousGanalytesUGJournalhofhMolecularhModelingSG2017SGYZSGYd] 2 31

119 oopingGsuperalkaliGonGZnXYzXYGnanocageGconstitutesGaGsuperiorGapproachGtoGfabricateGstableGandG
highTperformanceGnonlinearGopticalGmaterialsUGOpticshandhLaserhTechnologySG2019SGXYWSGXW]b]Z 4.2 30

118 sighGselectivityGofGcyclicGtetrapyrroleGoverGtetrafuranGandGtetrathiopheneGtowardGtoxicGchemicalsfGlG
firstTprinciplesGstudyUGMicroporoushandhMesoporoushMaterialsSG2020SGYddSGXXWXYa 5.3 29

117 sighGsensitivityGofGgraphdiyneGnanoflakeGtowardGdetectionGofGphosgeneSGthiophosgeneGandG
phosogenoximefGaGfirstTprinciplesGstudyUGJournalhofhMolecularhGraphicshandhModellingSG2020SGXWWSGXWba]c 2.8 27

116 qirstTprinciplesGstudyGforGexploringGtheGadsorptionGbehaviorGofGrTseriesGnerveGagentsGonGgraphdyineG
surfaceUGComputationalhandhTheoreticalhChemistrySG2020SGXXdXSGXXZW[Z 2 27

115 SynthesisSGstructuralGstudiesGandGbiologicalGactivitiesGofGthreeGnewG
YTOpentadecylthioPT]TarylTXSZS[ToxadiazolesUGJournalhofhMolecularhStructureSG2017SGXXYdSG]WT]d 3.4 26

114 nomparativeGinvestigationGofGsensorGapplicationGofGpolypyrroleGforGgaseousGanalytesUGJournalhofh
PhysicalhOrganichChemistrySG2019SGZYSGeZdaW 2.1 24

113 SynthesisSGcrystalGstructuresSGcomputationalGstudiesGandGantimicrobialGactivityGofGnewGdesignedG
bisOO]TarylTXSZS[ToxadiazolTYTylPthioPalkanesUGJournalhofhMolecularhStructureSG2018SGXX]]SG[WZT[XZ 3.4 24

112
llkalineGearthGmetalGdecoratedGphosphideGnanoclustersGforGpotentialGapplicationsGasGhighG
performanceGywzGmaterialsfGlGfirstGprincipleGstudyUGPhysicahE:hLowvDimensionalhSystemshandh
NanostructuresSG2020SGXXcSGXXZdWa

3 23

111 zutstandingGywzGresponseGofGthermodynamicallyGstableGsingleGandGmultipleGalkalineGearthGmetalsG
dopedGnYWGfullereneUGJournalhofhMolecularhLiquidsSG2020SGZW]SGXXYcb] 6 22

110 SynthesisSGstructuralGpropertiesSGoqαGstudiesSGantimicrobialGactivitiesGandGoylGbindingGinteractionsG
ofGtwoGnewlyGsynthesizedGorganotinOtVPGcarboxylatesUGJournalhofhMolecularhStructureSG2019SGXXdXSGYdXTZWW3.4 21

109 SignificantGnonlinearGopticalGresponseGofGalkalineGearthGmetalsGdopedGberylliumGandGmagnesiumG
oxideGnanocagesUGMaterialshChemistryhandhPhysicsSG2020SGY[YSGXYY]Wb 4.4 21

108 nopperTdopedGllXYyXYGnanoTcageseGpotentialGcandidatesGforGnonlinearGopticalGmaterialsUGAppliedh
PhysicshA:hMaterialshSciencehandhProcessingSG2018SGXY[SGX 2.6 21

107 SensorGapplicationsGofGpolypyrroleGforGoxynitrogenGanalyteseGaGoqαGstudyUGJournalhofhMolecularh
ModelingSG2018SGY[SGZWc 2 21

106 SynthesisSGmolecularGstructureSGquantumGmechanicalGstudiesGandGureaseGinhibitionGassayGofGtwoGnewG
isatinGderivedGsulfonylhydrazidesUGJournalhofhMolecularhStructureSG2017SGXXZZSGcWTcd 3.4 20

105
SpectroscopicGandGdensityGfunctionalGtheoryGstudiesGofGbThydroxyTZNTmethoxyisoflavoneeGlGnewG
isoflavoneGfromGtheGseedsGofGtndigoferaGheteranthaGOWallPUGSpectrochimicahActahvhParthA:hMolecularh
andhBiomolecularhSpectroscopySG2015SGX[cSGZb]TcX

4.4 20

(2015-2016)
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104 αhiobiuretGbasedGyiOttPGandGnoOtttPGcomplexeseGSynthesisSGmolecularGstructuresGandGoqαGstudiesUG
JournalhofhMolecularhStructureSG2017SGXX[cSGZccTZda 3.4 19

103 −emarkableGsecondGandGthirdGorderGnonlinearGopticalGpropertiesGofGorganometallicGnawiaâ��xZzG
electridesUGNewhJournalhofhChemistrySG2020SG[[SGdcYYTdcYd 3.6 18

102
pfficientGSynthesisGofGyovelG–yridineTmasedGoerivativesGviaGSuzukiGnrossTnouplingG−eactionGofG
nommerciallyGlvailableG]TmromoTYTmethylpyridinTZTamineeG uantumGxechanicalGtnvestigationsGandG
miologicalGlctivitiesUGMoleculesSG2017SGYYSG

4.8 18

101 SynthesisSGoensityGqunctionalGαheoryGOoqαPSGπreaseGtnhibitionGandGlntimicrobialGlctivitiesGofG]TlrylG
αhiophenesGmearingGSulphonylacetamideGxoietiesUGMoleculesSG2015SGYWSGXddX[TYc 4.8 18

100
zneG–otGSelectiveGlrylationGofGYTmromoT]TnhloroGαhiophenefGxolecularGStructureGtnvestigationGviaG
oensityGqunctionalGαheoryGOoqαPSGXTrayGlnalysisSGandGαheirGmiologicalGlctivitiesUGInternationalhJournalh
ofhMolecularhSciencesSG2016SGXbSG

6.3 18

99
tsolationSGspectroscopicGandGdensityGfunctionalGtheoryGstudiesGofG
bTO[TmethoxyphenylPTdsTfuro[YSZTf]chromenTdToneeGaGnewGflavonoidGfromGtheGbarkGofGxillettiaG
ovalifoliaUGSpectrochimicahActahvhParthA:hMolecularhandhBiomolecularhSpectroscopySG2015SGX[aSGY[TZY

4.4 17

98
–alladiumOWPGcatalyzedGSuzukiGcrossTcouplingGreactionGofGYS]TdibromoTZTmethylthiopheneeG
selectivitySGcharacterizationSGoqαGstudiesGandGtheirGbiologicalGevaluationsUGChemistryhCentralhJournalSG
2018SGXYSG[d

17

97 SuperhalogenGdopingeGaGnewGandGeffectiveGapproachGtoGdesignGmaterialsGwithGexcellentGstaticGandG
dynamicGywzGresponsesUGNewhJournalhofhChemistrySG2020SG[[SGXaZ]cTXaZad 3.6 17

96 oqαGstudyGofGaccelerationGofGelectrocyclizationGinGphotochromesGunderGradicalGcationicGconditionseG
nomparisonGwithGrecentGexperimentalGdataUGTetrahedronSG2017SGbZSGZ]YXTZ]Yc 2.4 16

95 SelectiveGbindingGofGwTglutamateGderivativeGinGaqueousGsolventsUGOrganichandhBiomolecularh
ChemistrySG2008SGaSGYZ[WT] 3.9 16

94 SynthesisSGcrystalGstructuresSGcomputationalGstudiesGandG˛–TamylaseGinhibitionGofGthreeGnovelG
XSZS[ToxadiazoleGderivativesUGJournalhofhMolecularhStructureSG2020SGXYWWSGXYbWc] 3.4 16

93 −emarkableGstaticGandGdynamicGywzGresponseGofGalkaliGandGsuperalkaliGdopedGmacrocyclicG
[hexaT]thiopheneGcomplexesfGaGoqαGapproachUUGRSChAdvancesSG2021SGXXSG[XXcT[XYc 3.7 16

92 oesignSGsynthesisGandGantiTbacterialGstudiesGofGpiperazineGderivativesGagainstGdrugGresistantG
bacteriaUGEuropeanhJournalhofhMedicinalhChemistrySG2019SGXaaSGYY[TYZX 6.8 15

91 SynthesisSGcharacterizationGandGdensityGfunctionalGtheoryGstudyGofGsomeGnewGYTanilinothiazolesUG
JournalhofhMolecularhStructureSG2014SGXWbYSGYYXTYYb 3.4 15

90 αwoTinToneeGaGpsTsensitiveSGacridineTbasedSGfluorescentGprobeGbindsGrTquadruplexesGinGoncogeneG
promotersUGMedChemCommSG2013SG[SGYXXTYX] 5 14

89 −oleGofGdispersionGcorrectedGhybridGrrlGclassGinGaccuratelyGcalculatingGtheGbondGdissociationGenergyG
ofGcarbonGhalogenGbondeGlGbenchmarkGstudyUGJournalhofhMolecularhStructureSG2017SGXX]WSG[[bT[]c 3.4 13

88
oesignGofGnovelGinorganicGalkalineGearthGmetalGdopedGaluminumGnitrideGcomplexesGOlpxkllXYyXYPG
withGhighGchemicalGstabilitySGimprovedGelectronicGpropertiesGandGlargeGnonlinearGopticalGresponseUG
OptikSG2020SGYWbSGXaZbdY

2.5 13

87 uanusGalkalineGearthidesGwithGexcellentGywzGresponseGfromGsodiumGandGpotassiumGasGsourceGofG
excessGelectronsfGaGfirstGprinciplesGstudyUGJournalhofhMolecularhGraphicshandhModellingSG2020SGXWWSGXWbaac2.8 13
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86 pffectiveGadsorptionGofGlTseriesGchemicalGwarfareGagentsGonGgraphdiyneGnanoflakeeGaGoqαGstudyUG
JournalhofhMolecularhModelingSG2021SGYbSGXXb 2 13

85
narbonicGanhydraseGinhibitionGofGSchiffGbaseGderivativeGofGiminoTmethylTnaphthalenTYToleGSynthesisSG
structureGelucidationSGmolecularGdockingSGdynamicGsimulationGandGdensityGfunctionalGtheoryG
calculationsUGJournalhofhMolecularhStructureSG2018SGXX]aSGXdZTYWW

3.4 13

84 yonlinearGopticalGresponseGofGsodiumGbasedGsuperalkalisGdecoratedGgraphdiyneGsurfaceeGlGoqαG
studyUGOptikSG2020SGYXcSGXa]WZZ 2.5 12

83
zneTpotGsynthesisGofGtetrazoleTXSYS]SaTtetrahydronicotinonitrilesGandGcholinesteraseGinhibitioneG
–robingGtheGplausibleGreactionGmechanismGviaGcomputationalGstudiesUGBioorganichChemistrySG2016SG
a]SGZcT[b

5.1 12

82 SurfaceGfunctionalizationGofGtwistedGgrapheneGnsGandGnsGderivativesGwithGalkalisGandGsuperalkalisG
forGywzGresponsefGaGoqαGstudyUGJournalhofhMolecularhGraphicshandhModellingSG2021SGXWYSGXWbbd[ 2.8 12

81 menchmarkGoqαGstudiesGonGnTnyGhomolyticGcleavageGandGscreeningGtheGsubstitutionGeffectGonGbondG
dissociationGenergyUGJournalhofhMolecularhModelingSG2019SGY]SG[b 2 11

80 salidesGencapsulationGinGaluminumVboronGphosphideGnanoclusterseGlnGeffectiveGstrategyGforGhighG
cellGvoltageGinGyaTionGbatteryUGMaterialshSciencehinhSemiconductorhProcessingSG2019SGdbSGbXTbd 4.3 11

79  uantumGmechanicalGinvestigationGonGaccelerationGofGelectrocyclicGreactionsGthroughGtransitionG
metalGcatalysisUGJournalhofhOrganometallichChemistrySG2016SGcWcSGbcTca 2.3 11

78
SynthesisSGquantumGchemicalSGin´ vitroGacetylGcholinesteraseGinhibitionGandGmolecularGdockingG
studiesGofGfourGnewGcoumarinGbasedGpyrazolylthiazoleGnucleiUGJournalhofhMolecularhStructureSG2018SG
XXacSGXb]TXca

3.4 11

77
SynthesisGofGnovelGmetalGcomplexesGofGYTOOphenylGOYTO[TsulfophenylPGhydrazonoPGmethylPGdiazenylPG
benzoicGacidGformazanGdyeseGnharacterizationSGantimicrobialGandGopticalGpropertiesGstudiesGonG
leatherUGJournalhofhMolecularhStructureSG2019SGXXb]SGbZTcd

3.4 11

76
qirstGrowGtransitionGmetalsGdecoratedGboronGphosphideGnanoclustersGasGnonlinearGopticalGmaterialsG
withGhighGthermodynamicGstabilityGandGenhancedGelectronicGpropertiesfGlGdetailedGquantumG
chemicalGstudyUGOpticshandhLaserhTechnologySG2021SGXZ[SGXWa]bW

4.2 11

75 ldsorptionGmechanismGofGpTGaminophenolGoverGsilverTgrapheneGcompositeeGlGfirstGprinciplesGstudyUG
JournalhofhMolecularhLiquidsSG2021SGZ[XSGXXb[X] 6 11

74 SynthesisGandGstructuralGpropertiesGofGYTOOXWTalkylTXWsTphenothiazinTZTylPmethylenePmalononitrileG
derivativesfGaGcombinedGexperimentalGandGtheoreticalGinsightUGChemistryhCentralhJournalSG2016SGXWSGXZ 10

73
qacileGsynthesisGofGyTGO[TbromophenylPTXTGOZTbromothiophenTYTylPmethanimineGderivativesGviaG
SuzukiGcrossTcouplingGreactioneGtheirGcharacterizationGandGoqαGstudiesUGChemistryhCentralhJournalSG
2018SGXYSGc[

10

72 αheoreticalGinvestigationGofGhalidesGencapsulatedGyakm[WGnanocagesGforGpotentialGapplicationsGasG
anodesGforGsodiumGionGbatteriesUGMaterialshSciencehinhSemiconductorhProcessingSG2021SGXYXSGXW][Zb 4.3 10

71
SensingGofGtoxicGwewisiteGOwXSGwYSGandGwZPGmoleculesGbyGgraphdiyneGnanoflakeGusingGdensityG
functionalGtheoryGcalculationsGandGquantumGtheoryGofGatomsGinGmoleculeGanalysisUGJournalhofh
PhysicalhOrganichChemistrySG2021SGZ[SGe[XcX

2.1 10

70 nlosingGtheGringGtoGbringGupGtheGlighteGsynthesisGofGaGhexacyclicGacridiniumGcyanineGdyeUGChemistryhvhAh
EuropeanhJournalSG2012SGXcSGXYZ[dT]a 4.8 9

69 StructuralSGspectroscopicGandGnonlinearGopticalGpropertiesGofGsulfonamideGderivativesfGexperimentalG
andGtheoreticalGstudyUGJournalhofhMolecularhStructureSG2020SGXYWYSGXYbZdZ 3.4 9

(2020-2021)
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68 αheoreticalGmodificationGofGnY[GfullereneGwithGsingleGandGmultipleGalkalineGearthGmetalGatomsGforG
theirGpotentialGuseGasGywzGmaterialsUGJournalhofhPhysicshandhChemistryhofhSolidsSG2021SGX]YSGXWddbY 3.9 9

67  uantumGchemicalGstudyGonGsensingGofGysZSGyqZSGynlZGandGymrZGbyGusingGcyclicGtetrapyrroleUG
ComputationalhandhTheoreticalhChemistrySG2021SGXXddSGXXZYYX 2 9

66 oexibuprofenGamideGderivativesGasGpotentialGanticancerGagentseGsynthesisSGinGsilicoGdockingSG
bioevaluationSGandGmolecularGdynamicGsimulationUGDrughDesignuhDevelopmenthandhTherapySG2019SGXZSGXa[ZTXa]b4.4 8

65 yonlinearGopticalGresponseGofGfirstTrowGtransitionGmetalGdopedGllXY–XYGnanoclustersfGaG
firstTprinciplesGstudyUGJournalhofhPhysicshandhChemistryhofhSolidsSG2021SGX]XSGXWddX[ 3.9 8

64 αurningGdiamondoidsGintoGnonlinearGopticalGmaterialsGbyGalkaliGmetalGSubstitutioneGlGoqαG
investigationUGOpticshandhLaserhTechnologySG2021SGX[YSGXWbYZX 4.2 8

63 lGfirstGprinciplesGstudyGonGelectrochemicalGsensingGofGhighlyGtoxicGpesticidesGbyGusingGporousGn[yG
nanoflakeUGJournalhofhPhysicshandhChemistryhofhSolidsSG2022SGXaWSGXXWZ[] 3.9 8

62
lGyewGStrategyGofGbiTllkaliGxetalGoopingGtoGoesignGmoronG–hosphideGyanocagesGofGsighGyonlinearG
zpticalG−esponseGwithGmetterGαhermodynamicGStabilityUGJournalhofhInorganichandhOrganometallich
PolymershandhMaterialsSG2021SGZXSGZWaY

3.2 7

61 oqαGstudiesGofGsingleGandGmultipleGalkaliGmetalsGdopedGnGfullereneGforGelectronicsGandGnonlinearG
opticalGapplicationsUGJournalhofhMolecularhGraphicshandhModellingSG2021SGXW]SGXWbcab 2.8 7

60 αheoreticalGmechanisticGinvestigationGofGzincOttPGcatalyzedGoxidationGofGalcoholsGtoGaldehydesGandG
estersUGRSChAdvancesSG2016SGaSGZXcbaTZXccZ 3.7 7

59 tsolationSGspectroscopicGandGdensityGfunctionalGtheoryGofGtwoGwithanolideGglycosidesUGJournalhofh
MolecularhStructureSG2019SGXXbbSG[[dT[]a 3.4 7

58 SilverGclusterGdecoratedGgrapheneGnanoflakesGforGselectiveGandGaccurateGdetectionGofGnitroanilineG
isomersfGoqαGcalculationsUGMaterialshSciencehinhSemiconductorhProcessingSG2021SGXZ[SGXWaWYZ 4.3 7

57 −atiometricG–hotoacousticGnhemicalGSensorGforG–dGtonUGAnalyticalhChemistrySG2020SGdYSG[bYXT[bY] 7.8 6

56 oensityGfunctionalGtheoryGstudyGofGstructuralSGelectronicGandGnzGadsorptionGpropertiesGofGanionicG
Scnâ��GOnGhGYâ��XZPGclustersUGComputationalhandhTheoreticalhChemistrySG2019SGXXaZSGXXY]XX 2 6

55 αowardsGthermallyGstableGcyclophanedieneTdihydropyreneGphotoswitchesUGJournalhofhMolecularh
ModelingSG2015SGYXSGX[c 2 6

54 xechanisticGinsightGofGαinl[GcatalyzedGformalG[ZGRGZ]GcyclizationGofGXSZTbisOsilylGenolGethersPGwithG
XSZTdielectrophilesUGRSChAdvancesSG2015SG]SGd[ZW[Td[ZX[ 3.7 6

53 −emarkableGnonlinearGopticalGresponseGofGxnknYWGOxGhGyaGMGvGandGnGhGXâ��aPfGaGoqαGoutcomeUG
MaterialshSciencehinhSemiconductorhProcessingSG2022SGXZcSGXWaYad 4.3 6

52 pffectGofGfluorinationGonGtheGadsorptionGpropertiesGofGaromaticGheterocyclesGtowardGmethylGhalideseG
lGquantumGchemicalGstudyUGComputationalhandhTheoreticalhChemistrySG2021SGXYW[SGXXZZd[ 2 6

51 −oleGofG–yridineGyitrogenGinG–alladiumTnatalyzedGtmineGsydrolysiseGlGnaseGStudyGofG
OpPTXTOZTbromothiophenTYTylPTyTO[TmethylpyridinTYTylPmethanimineUGMoleculesSG2019SGY[SG 4.8 5
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50 yanoTporousGnyGasGaGtoxicGpesticideNsGscavengereGlGquantumGchemicalGapproachUGJournalhofh
MolecularhGraphicshandhModellingSG2021SGXXXSGXWcWbc 2.8 5

49 pxploringGwi[yGandGwi[zGsuperalkalisGasGefficientGdopantsGforGtheGllXYyXYGnanocageGtoGdesignGhighG
performanceGnonlinearGopticalGmaterialsGwithGhighGthermodynamicGstabilityUGPolyhedronSG2021SGYWWSGXX]X[]2.7 5

48 tnfluenceGofGbiTalkaliGmetalsGdopingGoverGllXYyXYGnanocageGonGstabilityGandGoptoelectronicG
propertieseGlGoqαGinvestigationUGRadiationhPhysicshandhChemistrySG2021SGXc[SGXWd[]b 2.5 5

47
qacileGsynthesisGofG[TarylTyTO]TmethylTXsTpyrazolTZTylPbenzamidesGviaGSuzukiGxiyauraGreactioneG
lntibacterialGactivityGagainstGclinicallyGisolatedGyoxTXTpositiveGbacteriaGandGtheirGoockingGStudiesUG
ArabianhJournalhofhChemistrySG2021SGX[SGXWZYbW

5.9 5

46
qirstGexampleGofGlanthanumGasGdopantGonGllXYyXYGandGllXY–XYGnanocagesGforGimprovedGelectronicG
andGnonlinearGopticalGpropertiesGwithGhighGstabilityUGMaterialshSciencehinhSemiconductorhProcessingSG
2021SGXZ]SGXWaXYY

4.3 5

45 SynthesisGandG−eactivitiesGofGαriphenylGlcetamideGlnalogsGforG–otentialGyonlinearGzpticalGxaterialG
πsesUGSymmetrySG2019SGXXSGaYY 2.7 4

44
SynergicGeffectGofGporeGsizeGengineeringGandGanGappliedGelectricGfieldGonGtheGcontrolledGpermeationG
ofGalkaliGmetalGatomsGandGionsGacrossGpristineGandGdefectTcontainingGhTmyGsheetsUGNewhJournalhofh
ChemistrySG2020SG[[SGbcdXTbdWX

3.6 4

43 lccurateGtheoreticalGmethodGforGhomolyticGcleavageGofGnGSnGbondeGlGbenchmarkGapproachUG
ComputationalhandhTheoreticalhChemistrySG2018SGXX[WSGXZ[TX[[ 2 4

42 lromaticityGofGazinesGthroughGdyotropicGdoubleGhydrogenGtransferGreactionUGJournalhofhMolecularh
ModelingSG2014SGYWSGYZW[ 2 4

41 oyotropicGrearrangementGofGbridgeheadGsubstituentsGinGclosedGdithienylethenesfGconjugatedGversesG
nonTconjugatedGanaloguesUGJournalhofhMolecularhModelingSG2015SGYXSGZYX 2 4

40 lGαheoreticalG–erspectiveGonGStrategiesGforGxodelingGsighG–erformanceGyonlinearGzpticalG
xaterialsUGFrontiershinhMaterialsSG2021SGcSG 4 4

39 yovelGmicroporousGmayaGcovalentGorganicGframeworkGOnzqPGasGanGelectrochemicalGsensorGforGtheG
ultraTselectiveGdetectionGofGnitroanilineGisomersfGaGoqαGoutcomeUGSurfaceshandhInterfacesSG2021SGYbSGXWX]cb4.1 4

38
SelectiveGlrylationGofGYTmromoT[TchlorophenylTYTbromobutanoateGviaGaG–dTnatalyzedGSuzukiG
nrossTnouplingG−eactionGandGttsGplectronicGandGyonTwinearGzpticalGOywzPG–ropertiesGviaGoqαG
StudiesUGMoleculesSG2020SGY]SG

4.8 4

37 sydrogenGadsorptionGonGre]Yâ��SGredYâ��GandGSndYâ��GZintlGclusterseGlGoqαGstudyUGComputationalhandh
TheoreticalhChemistrySG2021SGXXddSGXXZXdX 2 4

36 oqαGstudyGonGtheGsensitivityGofGsilverTgrapheneGquantumGdotsGforGvitalGandGharmfulGanalytesUGJournalh
ofhPhysicshandhChemistryhofhSolidsSG2021SGX]ZSGXXWWYc 3.9 4

35
αheoreticalGinsightsGintoGthermalGcyclophanedieneGtoGdihydropyreneGelectrocyclicGreactionsfGaG
comparativeGstudyGofGWoodwardGsoffmannGallowedGandGforbiddenGreactionsUGJournalhofhMolecularh
ModelingSG2016SGYYSGcX

2 4

34 SilverGclusterGOlgPGdecoratedGcoroneneGasGnonTenzymaticGsensorGforGglucoseGandGszUGJournalhofh
MolecularhGraphicshandhModellingSG2021SGXWZSGXWbcY[ 2.8 4

33
lGyewGtnsightGintoGyonTcovalentGtnteractionsGinGXS[ToisubstitutedGXsTXSYSZTαriazoleeGSynthesisSGXTrayG
structureSGoqαGcalculationsSGinGvitroGwipoxygenaseGtnhibitionGOwzXPGandGinGsilicoGStudiesUGJournalhofh
MolecularhStructureSG2021SGXYZaSGXZWYcZ

3.4 4

(2021-2021)
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32 sighGperformanceGSlnsGforGsp−GprocessGusingGlateGfirstTrowGtransitionGmetalsGanchoredGonG
graphyneGsupporteGlGoqαGinsightUGInternationalhJournalhofhHydrogenhEnergySG2021SG 6.7 4

31
qaceGspecificGdopingGofGuanusGallTcisTXSYSZS[S]SaThexafluorocyclohexaneGwithGsuperalkalisGandG
alkalineGearthGmetalsGleadsGtoGenhancedGstaticGandGdynamicGywzGresponsesUGJournalhofhPhysicshandh
ChemistryhofhSolidsSG2022SGXaWSGXXWZaX

3.9 4

30 menchmarkGstudyGofGstructuralGandGvibrationalGpropertiesGofGscandiumGclustersUGJournalhofhMolecularh
StructureSG2017SGXX[YSGXZdTX[b 3.4 3

29
tsolationSGcharacterizationGandGoqαGstudiesGofGepoxyGringGcontainingGnewGwithanolidesGfromG
WithaniaGcoagulansGounalUGSpectrochimicahActahvhParthA:hMolecularhandhBiomolecularhSpectroscopySG
2019SGYXbSGXXZTXYX

4.4 3

28 –ermeationGofGsecondGrowGneutralGelementsGthroughGll–GandGm–GnanocagesfGaGfirstTprinciplesGstudyUG
JournalhofhMolecularhGraphicshandhModellingSG2020SGXWXSGXWbb[c 2.8 3

27
lGoqαGstudyGonGxZzGOxGhGwiGMGyaPGdopedGtriphenyleneGandGitsGaminoTSGhydroxyTGandG
thiolTfunctionalizedGquantumGdotsGforGtriggeringGremarkableGnonlinearGopticalGpropertiesGandG
ultraTdeepGtransparencyGinGultravioletGregionUGPhysicahE:hLowvDimensionalhSystemshandh
NanostructuresSG2021SGXZ[SGXX[dW]

3 3

26 lGyovelGπVTSpectrophotometricGxethodGforGSimultaneousGpstimationGofGlmlodipineGandGnaptoprilUG
PharmaceuticalhChemistryhJournalSG2019SG]YSGd]YTd]c 0.9 2

25
SynthesisSGstructuralGpropertiesSGenzymeGinhibitionGandGmolecularGdockingGstudiesGofG
OZPTyMJxYbfTOXTallylTYToxoindolinTZTylidenePGmethanesulfonoThydrazideGandG
OZPTyMJxYbfTOXTallylTYToxoindolinTZTylidenePTZTnitrobenzenesulfonoThydrazideUGJournalhofhMolecularh
StructureSG2020SGXYYXSGXYcccW

3.4 2

24 SensingGofGSzZSGSzYSGsYSSGyzYGandGyYzGtoxicGgasesGthroughGazaTmacrocycleGviaGoqαGcalculationsUG
ComputationalhandhTheoreticalhChemistrySG2022SGXYWdSGXXZaWa 2 2

23 SynthesisGofGZS[TmiarylTYS]ToichlorothiopheneGthroughGSuzukiGnrossTnouplingGandGαheoreticalG
pxplorationGofGαheirG–otentialGlpplicationsGasGyonlinearGzpticalGxaterialsUGSymmetrySG2018SGXWSGbaa 2.7 2

22 αheoreticalGinsightGintoGstructuralGandGelectronicGpropertiesGofGcationicGScnRGOnhYTXZPeGlGbenchmarkG
studyUGSolidhStatehSciencesSG2018SGcaSGaWTac 3.4 2

21 tmpactGofGevenGnumberGofGalkalineGearthGmetalGdopingGonGtheGywzGresponseGofGnYWGnanoclusterfGaG
oqαGoutcomeUGComputationalhandhTheoreticalhChemistrySG2021SGXYW[SGXXZZca 2 2

20
SynthesisSGstructuralGpropertiesGandGpotentGbioactivitiesGsupportedGbyGmolecularGdockingGandGoqαG
studiesGofGnewGhydrazonesGderivedGfromG]TchloroisatinGandGYTthiophenecarboxaldehydeUGJournalhofh
MolecularhStructureSG2021SGXY[aSGXZXYW[

3.4 2

19 zptimizedGnonlinearGopticalGOywzPGresponseGofGsiliconGcarbideGnanosheetGbyGalkaliGmetalsGdopingeGaG
oqαGinsightUGEuropeanhPhysicalhJournalhPlusSG2022SGXZbSGX 3.1 2

18
oqαGoutcomeGforGcomparativeGanalysisGofGmeXYzXYSGxgXYzXYGandGnaXYzXYGnanocagesGtowardG
sensingGofGyYzSGyzYSGyzSGsYSSGSzYGandGSzZGgasesUGComputationalhandhTheoreticalhChemistrySG2022SG
XYXXSGXXZad[

2 2

17 qirstTprinciplesGstudyGforGelectrochemicalGsensingGofGneurotoxinGhydrazineGderivativesGviaGhTgTnZy[G
quantumGdotUGSurfaceshandhInterfacesSG2022SGZWSGXWXdXZ 4.1 2

16 αheoreticalGinvestigationGonGradicalGanionGpromotedGelectrocyclizationGinGphotochromesUGJournalhofh
MolecularhGraphicshandhModellingSG2020SGdbSGXWb]]W 2.8 1

15 SuperalkaliGOwiYqSGwiZqPGdopedGllXYyXYGelectridesGwithGenhancedGstaticSGdynamicGnonlinearGopticalG
responsesGandGrefractiveGindicesUGMaterialshSciencehinhSemiconductorhProcessingSG2022SGX[ZSGXWa]Xc 4.3 1
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14 oemonstratingGtheG–otentialGofGllkaliGxetalToopedGnyclicGnzwiGzrganometallicsGasGplectridesGandG
sighT–erformanceGywzGxaterialsUGACShOmegaSG2021SGaSGYdc]YTYdcaX 3.9 1

13 menchmarkGapproachGtoGsearchGofGcostTeffectiveGandGaccurateGdensityGfunctionalGforGhomolyticG
cleavageGofGnTxgGbondGofGrrignardGreagentUGInternationalhJournalhofhQuantumhChemistrySG2020SGXYWSGeYaXWa2.1 1

12 SynthesisSGsingleGcrystalGXTraySGspectroscopicGandGcomputationalGOoqαPGstudiesGYSXTbenzothiazineG
basedGhydrazoneGderivativesUGJournalhofhMolecularhStructureSG2021SGXYZWSGXYdc][ 3.4 1

11 oetailedGxechanisticGStudyGofG−adicalGxediatedGnhemoselectiveG–hosphinationGofGlrylGsalideUG
ChemistrySelectSG2018SGZSGXXZWYTXXZWc 1.8 1

10 plectrochemicalGsensingGbehaviorGofGgraphdiyneGnanoflakeGtowardsGuricGacideGaGquantumGchemicalG
approachUGJournalhofhMolecularhModelingSG2021SGYbSGY[[ 2 1

9 –otentialGsensingGofGtoxicGchemicalGwarfareGagentsGOnWlsPGbyGtwistedGnanographeneseGlGfirstG
principleGapproachUUGSciencehofhthehTotalhEnvironmentSG2022SGX]Zc]c 10.2 1

8 StaticSGdynamicGnonlinearGopticalGOywzPGresponseGandGelectrideGcharacteristicsGofGsuperalkalisGdopedG
starGlikeGnaSawiaUGSurfaceshandhInterfacesSG2022SGXWYW[[ 4.1 1

7 plectrochemicalGsensingGofGheptazineGgraphiticGnZy[GquantumGdotGforGchemicalGwarfareGagentsfGaG
quantumGchemicalGapproachUGMaterialshSciencehinhSemiconductorhProcessingSG2022SGX[cSGXWab]Z 4.3 1

6
sighlyGaccurateGoqαGinvestigationGforGtriggeringGtheGultraTstrongGstaticGandGdynamicGnonlinearG
opticalGpropertiesGofGsuperalkaliGdopedGaminatedGgraphdiyneGOysYTroYPGdonorTˇ�TacceptorGOoTˇ�TlPG
quantumGdotsUGPolyhedronSG2022SGYX]SGXX]ad]

2.7 0

5 pxploringGtheGtnteractionGofGtonicGwiquidsGwithGllXYyXYGandGllXY–XYGyanocagesGforGmetterG
plectrodeTplectrolyteGxaterialsGinGSuperGnapacitorsUGJournalhofhMolecularhLiquidsSG2021SGXXbcYc 6 0

4 nXWqGasGaGpotentialGanodeGmaterialGforGalkaliTionGbatteriesfGaGquantumGchemicalGapproachUG
ComputationalhandhTheoreticalhChemistrySG2021SGXYWaSGXXZ[bW 2 0

3 SensingGbehaviourGofGmonocyclicGnXcGandGmdydGanaloguesGtowardGchemicalGwarfareGagentsGOnWlsPfG
quantumGchemicalGapproachUGSurfaceshandhInterfacesSG2022SGZWSGXWXdXY 4.1 0

2 zlympiceneGasGaGhighTperformanceGsensorGforGlungGirritantseGlGdispersionGcorrectedGoqαGinsightUG
MaterialshSciencehinhSemiconductorhProcessingSG2022SGX[[SGXWaaYW 4.3 0

1 oqαGstudiesGonGelectrochemicalGpropertiesGofGhalideGionsGdopedGroYTYcGnanoflakeGforGyaTionG
batteryGapplicationsUGMaterialshSciencehinhSemiconductorhProcessingSG2022SGX[]SGXWaa]X 4.3 0
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