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130 ₂inkingMazolesMtoMisoniazidMviaMhydrazoneMbridgemMSynthesisZMcrystalMstructureMdeterminationZM
antitubercularMevaluationMandMcomputationalMstudies]MJournalhofhMolecularhLiquidsZM2022ZMegfZMcckkie 6 1

129
SpectroscopicMinvestigationsZMwyTMcalculationsZMmolecularMdockingMandM₃wMsimulationsMofM
e[[Uf[varboxyphenylVMcarbamoyl][f[hydroxy[d[oxo[cZMd[dihydroxyMquinoline[h[carboxylicMacid]M
JournalhofhMolecularhStructureZM2022ZMceeecg

3.4

128 OptoelectronicMpropertiesMofMtheMnewlyMdesignedMcZeZg[triazineMderivativesMwithMisatinZMchalconeMandM
acridoneMmoieties]MComputationalhandhTheoreticalhChemistryZM2021ZMccliZMccechb 2 4

127 vrystalMstructureMdeterminationMandMcomputationalMstudiesMofMcZf[dihydropyridineMderivativesMasM
selectiveMT[typeMcalciumMchannelMblockers]MJournalhofhMolecularhStructureZM2021ZMcdebZMcdlklk 3.4 1

126  nvestigationMofMreactiveMpropertiesMofManMantiviralMazatricycloMderivativeâ��KwyTZM₃wMandMdockingM
simulations]MJournalhofhMolecularhStructureZM2021ZMcdebZMcdllei 3.4 3

125 xxperimentalMandMcomputationalMstudyMofMhydrolysisMandMphotolysisMofMantibioticMceftriaxonemM
wegradationMkineticsZMpathwaysZMandMtoxicity]MSciencehofhthehTotalhEnvironmentZM2021ZMihkZMcffllc 10.2 10

124
voncentrationMandMsolventMdependentMSxRSZMwyTZM₃wMsimulationsMandMmolecularMdockingMstudiesMofM
aMthioxothiazolidineMderivativeMwithMantimicrobialMproperties]MJournalhofhMolecularhLiquidsZM2021ZM
edlZMccggkd

6 9

123
 nvestigationMofMreactiveMpropertiesZMadsorptionMonMfullereneZMwyTZMmolecularMdynamicsMsimulationM
ofManManthraceneMderivativeMtargetingMdihydrofolateMreductaseMandMhumanMdUTPase]MJournalhofh
BiomolecularhStructurehandhDynamicsZM2021ZMc[cb

3.6 2

122  nvestigationMofMtheMreactivityMpropertiesMofMaMthioureaMderivativeMwithManticancerMactivityMbyMwyTM
andM₃wMsimulations]MJournalhofhMolecularhModelingZM2021ZMdiZMdci 2 5

121
TheoreticalMStudiesMonMtheMStructureMandMVariousMPhysico[vhemicalMandMuiologicalMPropertiesMofMaM
TerphenylMwerivativeMwithM mmenseMtnti[ProtozoanMtctivity]MPolycyclichAromatichCompoundsZM2021ZM
fcZMkdg[kfb

1.3 37

120 StabilityMandMreactivityMstudyMofMbio[moleculesMbrucineMandMcolchicineMtowardsMelectrophileMandM
nucleophileMattacksmM nsightMfromMwyTMandM₃wMsimulations]MJournalhofhMolecularhLiquidsZM2021ZMeegZMcchcld6 22

119 Water[tctiveMTitaniuma₃olybdenuma₃ixed[OxidesmMRemovalMxfficiencyMofMOrganicMWaterM
PollutantsMbyMtdsorptionMandMPhotocatalysisMandMToxicityMtssessment]MCatalystsZM2021ZMccZMcbgf 4 1

118  nvestigationMofMPharmaceuticalM mportanceMofMd–[Pyran[d[OneMtnaloguesMviaMvomputationalM
tpproaches]MSymmetryZM2021ZMceZMchcl 2.7 1

117 StructuralZMantioxidantZMantiproliferativeMandMin[silicoMstudyMofMpyridine[basedM
hydrazonyl[selenazolesMandMtheirMsulphurMisosteres]MJournalhofhMolecularhStructureZM2021ZMcdfbZMcebgcd 3.4 5

116
TheMroleMofMenvironmentalMwatersMionicMcompositionMandMUVâ��₂xwMradiationMonMphotodegradationZM
mineralizationMandMtoxicityMofMcommonlyMusedM˛†[blockers]MJournalhofhMolecularhStructureZM2021ZM
cdflZMcecgil

3.4 2

115 ReactivityMpropertiesMandMadsorptionMbehaviorMofMaMtriazoleMderivativeMâ��MwyTMandM₃wMsimulationM
studies]MJournalhofhMolecularhLiquidsZM2021ZMefcZMccifel 6 6

114 SumaneneMasMaMdeliveryMsystemMforMg[fluorouracilMdrugMâ��MwyTZMStPTMandM₃wMstudy]MJournalhofh
MolecularhLiquidsZM2021ZMefdZMccigdh 6 4
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113 UnprecedentedMcopperU  VMcoordinationMinducedMnucleophilicMcleavageMofMaMquinoxalineMheterocyclemM
structuralMandMcomputationalMstudies]MCrystEngCommZM2021ZMdeZMgbik[gbkh 3.3 1

112
 ndoleMmoietyMinducedMbiologicalMpotencyMinMpseudo[peptidesMderivedMfromM
d[amino[d[Uc–[indole[d[ylVMbasedMacetamidesmMvhemicalMsynthesisZMin´ vitroManticancerMactivityMandM
theoreticalMstudies]MJournalhofhMolecularhStructureZM2020ZMcdciZMcdkffg

3.4 4

111 TumoricidalMPotentialMofMβovelMtmino[cZcb[phenanthrolineMwerivedM mineM₂igandsmMvhemicalM
PreparationZMStructureZMandMuiologicalM nvestigations]MMoleculesZM2020ZMdgZM 4.8 2

110
KineticsZMmechanismMandMtoxicityMofMintermediatesMofMsolarMlightMinducedMphotocatalyticMdegradationM
ofMpindololmMxxperimentalMandMcomputationalMmodelingMapproach]MJournalhofhHazardoushMaterialsZM
2020ZMeleZMcddflb

12.8 9

109
SpectralMcharacterizationZMthermochemicalMstudiesZMperiodicMStPTMcalculationsMandMdetailedM
quantumMmechanicalMprofilingMvariousMphysico[chemicalMpropertiesMofMeZf[dichlorodiuron]M
SpectrochimicahActahwhParthA:hMolecularhandhBiomolecularhSpectroscopyZM2020ZMddkZMccigkb

4.4 18

108
xxperimentalMandMcomputationalManalysisMofM
c[Uf[chloro[e[nitrophenylV[e[UeZf[dichlorophenylVthiourea]MJournalhofhMolecularhStructureZM2020ZM
cdbgZMcdigki

3.4 29

107 StructuralZMbiologicalMandMin[silicoMstudyMofMquinoline[basedMchalcogensemicarbazones]MJournalhofh
MolecularhStructureZM2020ZMcdbeZMcdifkd 3.4 5

106 UnderstandingMreactivityMofMaMtriazoleMderivativeMandMitsMinteractionMwithMgrapheneMandM
dopedaundoped[coronene[aMwyTMstudy]MJournalhofhBiomolecularhStructurehandhDynamicsZM2020ZMc[cc 3.6 5

105 QuinolineMderivativesMasMpossibleMleadMcompoundsMforManti[malarialMdrugsmMSpectroscopicZMwyTMandM
₃wMstudy]MArabianhJournalhofhChemistryZM2020ZMceZMhed[hfk 5.9 71

104 tMwyTMandM₃wMstudyMofMreactiveZM–dMadsorptionMandMoptoelectronicMpropertiesMofMgraphaneM
nanoparticlesMâ��MtnMinfluenceMofMboronMdoping]MMaterialshChemistryhandhPhysicsZM2020ZMdfcZMcddedl 4.4 9

103
xxploringMtheMdetailedMspectroscopicMcharacteristicsZMchemicalMandMbiologicalMactivityMofMtwoM
cyanopyrazine[d[carboxamideMderivativesMusingMexperimentalMandMtheoreticalMtools]MSpectrochimicah
ActahwhParthA:hMolecularhandhBiomolecularhSpectroscopyZM2020ZMddfZMccifcf

4.4 53

102
₃olecularMstructureZMoptoelectronicMpropertiesZMspectroscopicMUyT[ RZMyT[RamanMandMUVâ��VisVZM–[uwxZM
βuOMandMdrugMlikenessMinvestigationsMonMiZMk[benzocoumarin[f[aceticMacidMUiuttV]MJournalhofh
MolecularhStructureZM2019ZMcclgZMkcg[kdh

3.4 17

101
vomputationalMevaluationMofMtheMreactivityMandMpharmaceuticalMpotentialMofManMorganicMaminemMtM
wyTZMmolecularMdynamicsMsimulationsMandMmolecularMdockingMapproach]MSpectrochimicahActahwhParthA:h
MolecularhandhBiomolecularhSpectroscopyZM2019ZMdddZMccickk

4.4 31

100
tnManalysisMofMstructuralMandMspectroscopicMsignaturesZMtheMreactivityMstudyMofMsynthetizedM
fZh[dichloro[d[UmethylsulfonylVpyrimidinemMtMpotentialMthird[orderMnonlinearMopticalMmaterial]M
JournalhofhMolecularhStructureZM2019ZMcckhZMdhe[dig

3.4 17

99 wesignZMsynthesisMandMcomputationalManalysisMofMnovelMacridine[UsulfadiazineasulfathiazoleVMhybridsM
asMantibacterialMagents]MJournalhofhMolecularhStructureZM2019ZMcckhZMel[fl 3.4 10

98 SynthesisZMconformationalZMcharacterizationMandMreactivityMstudyMofM
cZi[bisUf[bromophenylVheptane[cZi[dione]MJournalhofhMolecularhStructureZM2019ZMccigZMdhl[dil 3.4 14

97 PotentialMofMSumaneneM₃odifiedMwithMuoronMandMβitrogenMttomsMforMtdsorptionMofMvarbonMwioxidemM
wyTMandMStPTMStudy]MProceedingshrmdpisZM2019ZMcgZMdk 0.3

96 yullereneMvMasMaMpotentialMcarrierMofMephedrineMdrugM[MaMcomputationalMstudyMofMinteractionsMandM
influenceMofMtemperature]MPhysicalhChemistryhChemicalhPhysicsZM2019ZMdcZMdeedl[deeei 3.6 13
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95 SpectroscopicZMantimicrobialMandMcomputationalMstudyMofMnovelMbenzoxazoleMderivative]MJournalhofh
MolecularhStructureZM2019ZMccihZMkkc[klf 3.4 14

94
SynthesisZMspectroscopicMcharacterizationZMreactiveMpropertiesMbyMwyTMcalculationsZMmolecularM
dynamicsMsimulationsMandMbiologicalMevaluationMofMSchiffMbasesMtetheredMcZdZf[triazoleMandMpyrazoleM
rings]MJournalhofhMolecularhStructureZM2019ZMcciiZMfi[gf

3.4 44

93 PhotophysicalMpropertiesMandMtheoreticalMinvestigationsMofMnewlyMsynthesizedMpyrene[naphthaleneM
basedMSchiffMbaseMligandMandMitsMcopperU  VMcomplexes]MInorganicahChimicahActaZM2019ZMfkhZMhlk[ibe 2.7 7

92
SynthesisMandMspectroscopicMstudyMofMtwoMnewMpyrazoleMderivativesMwithMdetailedMcomputationalM
evaluationMofMtheirMreactivityMandMpharmaceuticalMpotential]MJournalhofhMolecularhStructureZM2019ZM
cckcZMgll[hcd

3.4 44

91
StructuralZMspectroscopicMcharacterizationMofMd[Ug[methyl[c[benzofuran[e[ylVMaceticMacidMinM
monomerZMdimerMandMidentificationMofMspecificMreactiveZMdrugMlikenessMpropertiesmMxxperimentalMandM
computationalMstudy]MJournalhofhMolecularhStructureZM2019ZMccikZMc[ci

3.4 25

90 xfficiencyMofM₂a[dopedMTiOdMcalcinedMatMdifferentMtemperaturesMinMphotocatalyticMdegradationMofM
˛†[blockers]MArabianhJournalhofhChemistryZM2019ZMcdZMgegg[gehl 5.9 44

89  nteractionsMofMSchiffMbaseMcompoundsMandMtheirMcoordinationMcomplexesMwithMtheMdrugMcisplatin]M
NewhJournalhofhChemistryZM2018ZMfdZMgkef[gkfe 3.6 19

88
StructuralMandMspectroscopicMcharacterizationZMreactivityMstudyMandMchargeMtransferManalysisMofMtheM
newlyMsynthetizedMd[Uh[hydroxy[c[benzofuran[e[ylVMaceticMacid]MJournalhofhMolecularhStructureZM2018ZM
cchdZMkc[lg

3.4 11

87
PhotocatalyticMdecompositionMofMselectedMbiologicallyMactiveMcompoundsMinMenvironmentalMwatersM
usingMTiOapolyanilineMnanocompositesmMKineticsZMtoxicityMandMintermediatesMassessment]M
EnvironmentalhPollutionZM2018ZMdelZMfgi[fhg

9.3 22

86
SpectroscopicManalysisMandMmolecularMdockingMofMimidazoleMderivativesMandMinvestigationMofMitsM
reactiveMpropertiesMbyMwyTMandMmolecularMdynamicsMsimulations]MJournalhofhMolecularhStructureZM
2018ZMccgkZMcgh[cig

3.4 41

85 UnderstandingMreactivityMofMtwoMnewlyMsynthetizedMimidazoleMderivativesMbyMspectroscopicM
characterizationMandMcomputationalMstudy]MJournalhofhMolecularhStructureZM2018ZMccgkZMcih[clh 3.4 49

84 tdsorptionMpropertiesMofMgrapheneMtowardsMtheMephedrineMâ��MtMfrequentlyMusedMmoleculeMinMsport]M
ComputationalhandhTheoreticalhChemistryZM2018ZMccdfZMel[gb 2 7

83 vomplexesMofMZnU  VMandMvdU  VMwithMd[acetylpyridineM[aminoguanidineMâ��MSynthesesZMstructuresMandM
wyTMcalculations]MInorganicahChimicahActaZM2018ZMfieZMchb[chk 2.7 5

82
SpectroscopicMcharacterizationMofMhydroxyquinolineMderivativesMwithMbromineMandMiodineMatomsMandM
theoreticalMinvestigationMbyMwyTMcalculationsZM₃wMsimulationsMandMmolecularMdockingMstudies]M
JournalhofhMolecularhStructureZM2018ZMcchiZMlg[cbh

3.4 13

81
SynthesisZMspectroscopicManalysesZMchemicalMreactivityMandMmolecularMdockingMstudyMandM
anti[tubercularMactivityMofMpyrazineMandMcondensedMoxadiazoleMderivatives]MJournalhofhMolecularh
StructureZM2018ZMcchfZMfgl[fhl

3.4 14

80
SpectroscopicMcharacterizationMofMk[hydroxy[g[nitroquinolineMandMg[chloro[k[hydroxyMquinolineMandM
investigationMofMitsMreactiveMpropertiesMbyMwyTMcalculationsMandMmolecularMdynamicsMsimulations]M
JournalhofhMolecularhStructureZM2018ZMcchfZMgdg[gek

3.4 11

79 vombinedMspectroscopicZMwyTZMTw[wyTMandM₃wMstudyMofMnewlyMsynthesizedMthioureaMderivative]M
JournalhofhMolecularhStructureZM2018ZMccggZMckf[clg 3.4 16

78 SynthesisZMcharacterizationMandMcomputationalMstudyMofMtheMnewlyMsynthetizedMsulfonamideM
molecule]MJournalhofhMolecularhStructureZM2018ZMccgeZMdcd[ddl 3.4 22
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77 tMcompleteMcomputationalMandMspectroscopicMstudyMofMd[bromo[cZMf[dichlorobenzeneMâ��MtMfrequentlyM
usedMbenzeneMderivative]MJournalhofhMolecularhStructureZM2018ZMccgcZMdfg[dgg 3.4 24

76
SynthesisMandMspectroscopicMstudyMofMthreeMnewMoxadiazoleMderivativesMwithMdetailedMcomputationalM
evaluationMofMtheirMreactivityMandMpharmaceuticalMpotential]MJournalhofhMolecularhStructureZM2018ZM
ccieZMfhl[fkb

3.4 70

75
₃olecularMdynamicMsimulationsZMt₂ xMsurfaceZMyukuiMfunctionsMgeometricalZMmolecularMdockingMandM
vibrationalMspectraMstudiesMofMtetraMchloroMpMandMm[xylene]MJournalhofhMolecularhStructureZM2018ZM
ccicZMdge[dhi

3.4 27

74
VibrationalMandMelectronicMabsorptionMspectroscopicMprofilingZMnaturalMhybridMorbitalZMchargeM
transferZMelectronMlocalizationMfunctionMandMmolecularMdockingManalysisMonMe[amino[e[Ud[nitrophenylVM
propionicMacid]MJournalhofhMolecularhStructureZM2018ZMccicZMiee[ifh

3.4 17

73
f[[Uf[acetylphenylVamino][d[methylidene[f[oxobutanoicMacidZMaMnewlyMsynthesizedMamideMwithM
hydrophilicMandMhydrophobicMsegmentsmMSpectroscopicMcharacterizationMandMinvestigationMofMitsM
reactiveMproperties]MJournalhofhthehSerbianhChemicalhSocietyZM2018ZMkeZMc[ck

0.9 10

72
SynthesisZMspectroscopicManalysesMUyT[ RMandMβ₃RVZMvibrationalMstudyZMchemicalMreactivityMandM
molecularMdockingMstudyMandManti[tubercularMactivityMofMcondensedMoxadiazoleMandMpyrazineM
derivatives]MJournalhofhMolecularhStructureZM2018ZMccghZMhgi[hif

3.4 13

71 SpectroscopicManalysisMofMk[hydroxyquinolineMderivativesMandMinvestigationMofMitsMreactiveMpropertiesM
byMwyTMandMmolecularMdynamicsMsimulations]MJournalhofhMolecularhStructureZM2018ZMccghZMeeh[efi 3.4 32

70
PhotocatalyticMdegradationMofMf[amino[h[chlorobenzene[cZe[disulfonamideMstableMhydrolysisM
productMofMhydrochlorothiazidemMwetectionMofMintermediatesMandMtheirMtoxicity]MEnvironmentalh
PollutionZM2018ZMdeeZMlch[ldf

9.3 19

69 SynthesisZMcharacterizationMandMcomputationalMstudiesMofMsemicarbazideMderivative]MJournalhofh
MolecularhLiquidsZM2018ZMdidZMfkc[flg 6 27

68
SpectroscopicMprofilingMUyT[ RZMyT[RamanZMβ₃RMandMUV[VisVZMautoxidationMmechanismMU–[uwxVMandM
molecularMdockingMinvestigationMofMe[Uf[chlorophenylV[βZβ[dimethyl[e[pyridin[d[ylpropan[c[amineM
byMwyTaTw[wyTMandMmolecularMdynamicsmMtMpotentialMSSR Mdrug]MComputationalhBiologyhandh
ChemistryZM2018ZMiiZMcec[cfg

3.6 19

67 RemarkableMcolorimetricMsensingMbehaviorMofMpyrazole[basedMchemosensorMtowardsMvuUiiVMionM
detectionmMsynthesisZMcharacterizationMandMtheoreticalMinvestigations]]MRSChAdvancesZM2018ZMkZMckbde[ckbdl3.7 18

66 TwoMnovelMimidazoleMderivativesMâ��MvombinedMexperimentalMandMcomputationalMstudy]MJournalhofh
MolecularhStructureZM2018ZMccieZMddc[del 3.4 10

65
SynthesisMofMg[Ug[methyl[benzofuran[e[ylmethylV[e–[M[cZMeZMf]Moxadiazole[d[thioneMandMinvestigationM
ofMitsMspectroscopicZMreactivityZMoptoelectronicMandMdrugMlikenessMpropertiesMbyMcombinedM
computationalMandMexperimentalMapproach]MSpectrochimicahActahwhParthA:hMolecularhandhBiomolecularh
SpectroscopyZM2018ZMdbgZMlg[ccb

4.4 35

64
 nvestigationMofMspectroscopicZMreactiveZMtransportMandMdockingMpropertiesMofM
c[UeZf[dichlorophenylV[e[[e[UtrifluoromethylVphenyl]thioureaMUtβy[hVmMvombinedMexperimentalMandM
computationalMstudy]MJournalhofhMolecularhStructureZM2017ZMccefZMhhk[hkb

3.4 25

63
SpectroscopicMandMreactiveMpropertiesMofMaMnewlyMsynthesizedMquinazolineMderivativemMvombinedM
experimentalZMwyTZMmolecularMdynamicsMandMdockingMstudy]MJournalhofhMolecularhStructureZM2017ZM
ccefZMkhe[kkc

3.4 5

62
SynthesisZMcrystalMstructureZM–irshfeldMsurfaceManalysisZMspectroscopicMcharacterizationZMreactivityM
studyMbyMwyTMandM₃wMapproachesMandMmolecularMdockingMstudyMofMaMnovelMchalconeMderivative]M
JournalhofhMolecularhStructureZM2017ZMccegZMdef[dfh

3.4 5

61 βewlyMsynthesizedMdihydroquinazolineMderivativeMfromMtheMaspectMofMcombinedMspectroscopicMandM
computationalMstudy]MJournalhofhMolecularhStructureZM2017ZMccefZMkcf[kdi 3.4 10

60 βewMquinoloneMderivativemMSpectroscopicMcharacterizationMandMreactivityMstudyMbyMwyTMandM₃wM
approaches]MJournalhofhMolecularhStructureZM2017ZMccegZMc[cf 3.4 13
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59 TowardsMtheMnewMheterocycleMbasedMmoleculemMSynthesisZMcharacterizationMandMreactivityMstudy]M
JournalhofhMolecularhStructureZM2017ZMcceiZMgkl[hbg 3.4 9

58
SynthesisZMXRwMcrystalMstructureZMspectroscopicMcharacterizationZMlocalMreactiveMpropertiesMusingMwyTM
andMmolecularMdynamicsMsimulationsMandMmolecularMdockingMstudyMofM
UxV[c[Uf[bromophenylV[e[Uf[UtrifluoromethoxyVphenylVprop[d[en[c[one]MJournalhofhMolecularh
StructureZM2017ZMcceiZMfcl[feb

3.4 9

57
yT[ RMandMyT[RamanMcharacterizationMandMinvestigationMofMreactiveMpropertiesMofM
β[Ue[iodo[f[methylphenylVpyrazine[d[carboxamideMbyMmolecularMdynamicsMsimulationsMandMwyTM
calculations]MJournalhofhMolecularhStructureZM2017ZMccehZMcf[df

3.4 17

56 ₃odificationMofMbenzoxazoleMderivativeMbyMbromine[spectroscopicZMantibacterialMandMreactivityMstudyM
usingMexperimentalMandMtheoreticalMprocedures]MJournalhofhMolecularhStructureZM2017ZMccfcZMflg[gcc 3.4 36

55
SynthesisZMcrystalMstructureManalysisZMmolecularMdockingMstudiesMandMdensityMfunctionalMtheoryM
predictionsMofMtheMlocalMreactiveMpropertiesMandMdegradationMpropertiesMofMaMnovelMhalochalcone]M
JournalhofhMolecularhStructureZM2017ZMccffZMdfh[dge

3.4

54
TheoreticalMinvestigationMonMtheMreactivityMandMphotophysicalMpropertiesMofMcobaltU  VMandM
manganeseU  VMcomplexesMconstructedMusingMSchiffMbaseMligandsMbasedMonMt₂ xMandMTwwyTM
calculations]MPolyhedronZM2017ZMcdlZMcfc[cfk

2.7 4

53
 nsightMintoMtheMreactiveMpropertiesMofMnewlyMsynthesizedMcZdZf[triazoleMderivativeMbyMcombinedM
experimentalMUyT[ RMandMyR[RamanVMandMtheoreticalMUwyTMandM₃wVMstudy]MJournalhofhMolecularh
StructureZM2017ZMccfcZMgfd[ggb

3.4 11

52  nvestigationMofMcZdZe[trialkylimidazoliumMionicMliquidsmMexperimentMandMdensityMfunctionalMtheoryM
calculations]MNewhJournalhofhChemistryZM2017ZMfcZMhgb[hhb 3.6 9

51
SynthesisZMcrystalMstructureManalysisZMspectralMinvestigationsZMwyTMcomputationsMandMmolecularM
dynamicsMandMdockingMstudyMofMf[benzyl[g[oxomorpholine[e[carbamideZMaMpotentialMbioactiveMagent]M
JournalhofhMolecularhStructureZM2017ZMccefZMdg[el

3.4 12

50 UncommonMstructureMmakingabreakingMbehaviourMofMcholiniumMtaurateMinMwater]MJournalhofhChemicalh
ThermodynamicsZM2017ZMcbiZMgk[hf 2.9 6

49
SpectroscopicZMwyTZMmolecularMdynamicsMandMmolecularMdockingMstudyMofM
c[butyl[d[Uf[hydroxyphenylV[fZg[dimethyl[imidazoleMe[oxide]MJournalhofhMolecularhStructureZM2017ZM
ccefZMeeb[eff

3.4 29

48
SynthesisZMvibrationalMspectroscopicMinvestigationsZMmolecularMdockingZMantibacterialMstudiesMandM
molecularMdynamicsMstudyMofMg[[Uf[nitrophenylVacetamido][d[Uf[tert[butylphenylVbenzoxazole]M
JournalhofhMolecularhStructureZM2017ZMcceeZMggi[gie

3.4 7

47 PyridoxylideneMaminoguanidineMandMitsMcopperU  VMcomplexesMâ��MSynthesesZMstructureZMandMwyTM
calculations]MJournalhofhCoordinationhChemistryZM2017ZMibZMdkib[dkki 1.6 8

46 SpectroscopicManalysisMofMk[hydroxyquinoline[g[sulphonicMacidMandMinvestigationMofMitsMreactiveM
propertiesMbyMwyTMandMmolecularMdynamicsMsimulations]MJournalhofhMolecularhStructureZM2017ZMccgbZMgfb[ggd3.4 20

45
SynthesisZMtheoreticalMstudiesMandMmolecularMdockingMofMaMnovelMchlorinatedMtetracyclicmM
UZaxV[e[UcZk[dichloro[lZcb[dihydro[lZcb[ethanoanthracen[cc[ylVacrylaldehyde]MJournalhofhMolecularh
StructureZM2017ZMccgbZMegk[ehg

3.4 6

44
SynthesisZMXRwMsingleMcrystalMstructureManalysisZMvibrationalMspectralManalysisZMmolecularMdynamicsM
andMmolecularMdockingMstudiesMofMd[Ue[methoxy[f[hydroxyphenylVMbenzothiazole]MJournalhofh
MolecularhStructureZM2017ZMccfkZMdkd[dld

3.4 16

43  nvestigationMofMreactiveMandMspectroscopicMpropertiesMofMoxobutanoicMacidMderivativemMvombinedM
spectroscopicZMwyTZM₃wMandMdockingMstudy]MJournalhofhMolecularhStructureZM2017ZMccfkZMdhh[dig 3.4 4

42
SupramolecularMarchitectureMofMg[bromo[i[methoxy[c[methyl[cM–M[benzoimidazole]e–MdMOmM
SynthesisZMspectroscopicMinvestigationsZMwyTMcomputationZM₃wMsimulationsMandMdockingMstudies]M
JournalhofhMolecularhStructureZM2017ZMccflZMhbd[hcd

3.4 7

SanjavJvArmakovi˜�

6



41
βovelMsyntheticMapproachZMspectroscopicMcharacterizationMandMtheoreticalMstudiesMonMglobalMandM
localMreactiveMpropertiesMofMaMbibenzimidazolylMderivative]MJournalhofhMolecularhStructureZM2017ZM
ccfiZMcdc[cdk

3.4 2

40
vonformationalZMvibrationalMandMwyTMstudiesMofMaMnewlyMsynthesizedMarylpiperazine[basedMdrugMandM
evaluationMofMitsMreactivityMtowardsMtheMhumanMztutMreceptor]MJournalhofhMolecularhStructureZM2017ZM
ccfiZMdhh[dkb

3.4 7

39
StudiesMonMtheMsynthesisZMspectroscopicManalysisZMmolecularMdockingMandMwyTMcalculationsMonM
c[hydroxy[d[Uf[hydroxyphenylV[fZg[dimethyl[imidazolMe[oxide]MJournalhofhMolecularhStructureZM2017ZM
ccebZMhff[hgk

3.4 13

38
VibrationalMspectroscopicManalysisMofMcyanopyrazine[d[carboxamideMderivativesMandMinvestigationMofM
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