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k Paper IF Citations

154
qhalcogenHpondingHinHtheH‡olecularHrimersHofHWqhHQqhHkHβUHβeUHσeRgHOnHtheHpasicHUnderstandingHofH
theHzocalHwnterfacialHandHwnterlayerHpondingHsnvironmentHinH[rHzayeredHσungstenHrichalcogenidesWWH
InternationaliJournaliofiMoleculariSciencesUH2022UH[]UH

6.3 5

153
qhalcogen´•´•´•qhalcogenHpondingHinH‡olybdenumHrisulfideUH‡olybdenumHriselenideHandH
‡olybdenumHritellurideHrimersHasH·rototypesHforHaHpasicHUnderstandingHofHtheHzocalHwnterfacialH
qhemicalHpondingHsnvironmentHinH[rHzayeredHσransitionH‡etalHrichalcogenidesWHInorganicsUH2022UH
ZYUHZZ

2.9 4

152
σheH·hosphorusHpondUHorHtheH·hosphorusVqenteredH·nictogenHpondgHσheHqovalentlyHpoundH
·hosphorusHotomHinH‡olecularHsntitiesHandHqrystalsHasHaH·nictogenHpondHronorWWHMoleculesUH2022UH
[dUH

4.8 3

151 σheH–itrogenHpondUHorHtheH–itrogenVqenteredH·nictogenHpondgHσheHqovalentlyHpoundH–itrogenH
otomHinH‡olecularHsntitiesHandHqrystalsHasHaH·nictogenHpondHronorWHCompoundsUH2022UH[UHeYVZZY 3

150 σheH·nictogenHpondgHσheHqovalentlyHpoundHorsenicHotomHinH‡olecularHsntitiesHinHqrystalsHasHaH
·nictogenHpondHronorWHMoleculesUH2022UH[dUH]a[Z 4.8 2

149 σheHqsog−hqlHvalideHroubleH·erovskitegHoHrynamicallyHβtableHzeadVtreeHσransitionV‡etalHrrivenH
βemiconductingH‡aterialHforHOptoelectronicsWHFrontiersiiniChemistryUH2020UHeUHdfc 5 3

148 roesHqhlorineHinHqv]qlHpehaveHasHaHuenuineHvalogenHpondHronormWHCrystalsUH2020UHZYUHZac 2.3 10

147 ·hysicalHandHoptoelectronicHfeaturesHofHleadVfreeHo[og−hprcHQoHkHqsUH−bUHyUH–aUHziRHwithHhalideH
doubleHperovskiteHcompositionWHJournaliofiMaterialsiChemistryiCUH2020UHeUHZ[fceVZ[fe] 7.1 9

146 wsHtheHtluorineHinH‡oleculesHrispersivemHwsH‡olecularHslectrostaticH·otentialHaHValidH·ropertyHtoH
sxploreHtluorineVqenteredH–onVqovalentHwnteractionsmWHMoleculesUH2019UH[aUH 4.8 45

145
–atureHofHhalogenVcenteredHintermolecularHinteractionsHinHcrystalHgrowthHandHdesigngH
tluorineVcenteredHinteractionsHinHdimersHinHcrystallineHhexafluoropropyleneHasHaHprototypeWHJournali
ofiComputationaliChemistryUH2019UHaYUHZe]cVZecY

3.5 9

144 valogenHpondinggHoHvalogenVqenteredH–oncovalentHwnteractionHYetHtoHpeHUnderstoodWHInorganicsUH
2019UHdUHaY 2.9 77

143 σheHchalcogenHbondgHcanHitHbeHformedHbyHoxygenmWHPhysicaliChemistryiChemicaliPhysicsUH2019UH[ZUHZffcfVZffec3.6 22

142 qHtullereneHqageHasHaH–ovelHqatalystHforHsfficientH·rotonHσransferH−eactionsHbetweenHβmallH
‡oleculesgHoHσheoreticalHstudyWHScientificiReportsUH2019UHfUHZYcbY 4.9 3

141
βignificanceHofHhydrogenHbondingHandHotherHnoncovalentHinteractionsHinHdeterminingHoctahedralH
tiltingHinHtheHqv–v·bwHhybridHorganicVinorganicHhalideHperovskiteHsolarHcellHsemiconductorWHScientifici
ReportsUH2019UHfUHbY

4.9 57

140 ·robingHtheHnatureHofHtheHqoQwwwRHionHinHcorrinsgHσheHreactionsHofHaquacyanoVbVsecoVcobyrinicHacidH
heptamethylHesterHwithHanionicHligandsWHInorganicaiChimicaiActaUH2019UHaeaUHaY[VaZ] 2.7 0

139
−evealingHtactorsHwnfluencingHtheHtluorineVqenteredH–onVqovalentHwnteractionsHinHβomeH
tluorineVβubstitutedH‡olecularHqomplexesgHwnsightsHfromHtirstV·rinciplesHβtudiesWHChemPhysChemUH
2018UHZfUHZaecVZaff

3.2 16

138
valogenHinHmaterialsHdesigngH−evealingHtheHnatureHofHhydrogenHbondingHandHotherHnonVcovalentH
interactionsHinHtheHpolymorphicHtransformationsHofHmethylammoniumHleadHtribromideHperovskiteWH
MaterialsiTodayiChemistryUH2018UHfUHZVZc

6.2 23
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137
valogenHinHmaterialsHdesigngHtluoroammoniumHleadHtriiodideHQt–v]·bw]RHperovskiteHasHaHnewlyH
discoveredHdynamicalHbandgapHsemiconductorHinH]rWHInternationaliJournaliofiQuantumiChemistryUH
2018UHZZeUHe[bc[Z

2.1 1

136 roHsurfacesHofHpositiveHelectrostaticHpotentialHonHdifferentHhalogenHderivativesHinHmoleculesH
attractmHlikeHattractingHlikeIWHJournaliofiComputationaliChemistryUH2018UH]fUH]a]V]bY 3.5 24

135 −evealingHtheHqhemistryHbetweenHpandHuapHandHpindingHsnergyHforHzeadVXσinVpasedHσrihalideH
·erovskiteHβolarHqellHβemiconductorsWHChemSusChemUH2018UHZZUHaafVac] 8.3 22

134 valogenHinHmaterialsHdesigngHqhloroammoniumHleadHtriiodideHperovskiteHQql–vH·bwHRHaHdynamicalH
bandgapHsemiconductorHinH]rHforHphotovoltaicsWHJournaliofiComputationaliChemistryUH2018UH]fUHZfY[VZfZ[3.5 2

133
qanHqombinedHslectrostaticHandH·olarizationHsffectsHoloneHsxplainHtheHt´•´•´•tH–egativeV–egativeH
pondingHinHβimpleHtluoroVβubstitutedHpenzeneHrerivativesmHoHtirstV·rinciplesH·erspectiveWH
ComputationUH2018UHcUHbZ

2.2 21

132
oHrtσHassessmentHofHsomeHphysicalHpropertiesHofHiodineVcenteredHhalogenHbondingHandHotherH
nonVcovalentHinteractionsHinHsomeHexperimentallyHreportedHcrystalHgeometriesWHPhysicaliChemistryi
ChemicaliPhysicsUH2018UH[YUHZb]ZcVZb][f

3.6 18

131 −evealingHtheHqooperativeHqhemistryHofHtheHOrganicHqationHinHtheH‡ethylammoniumHzeadHσriiodideH
·erovskiteHβemiconductorHβystemWHChemistrySelectUH2018UH]UHd[cfVd[e[ 1.8 6

130
vybridHorganicVinorganicHqvH–vH·bwHperovskiteHbuildingHblocksgH−evealingHultraVstrongHhydrogenH
bondingHandHmullikenHinnerHcomplexesHandHtheirHimplicationsHinHmaterialsHdesignWHJournaliofi
ComputationaliChemistryUH2017UH]eUH[eY[V[eZe

3.5 23

129 βynthesisHofHcopperHandHzincH[VQpyridinV[VylRimidazo[ZU[Va]pyridineHcomplexesHandHtheirHpotentialH
anticancerHactivityWHEuropeaniJournaliofiMedicinaliChemistryUH2017UHZ[cUH]b]V]ce 6.8 42

128
·robingHtheHnatureHofHtheHqoQwwwRHionHinHcobalaminsgHσheHligandHsubstitutionHreactionsHofH
aquacyanocobesterUHaquacyanoQZYVnitroRcobesterHandHaquacyanoQZYVaminoRcobesterWHInorganicai
ChimicaiActaUH2016UHabYUH[cfV[de

2.7 6

127 qanHanHentirelyHnegativeHfluorineHinHaHmoleculeUHvizWHperfluorobenzeneUHinteractHattractivelyHwithHtheH
entirelyHnegativeHsiteQsRHonHanotherHmoleculeQsRmHzikeHlikingHlikeIWHRSCiAdvancesUH2016UHcUHZfYfeVZfZZY 3.7 35

126 σheHkineticsHofHtheHsubstitutionHofHcoordinatedHv[OHonHqoQwwwRHbyHcyanideHinHaquacobalaminHQvitaminH
pZ[aRHandHinHaHcorroleHanalogueWHInorganiciChemistryiCommunicationUH2015UHbdUHZbVZd 3.1 3

125
·robingHtheHnatureHofHtheHqoQwwwRHionHinHcobalaminsgHσheHreactionsHofHaquacobalaminHQvitaminHpZ[aRUH
aquaVZYVchlorocobalaminHandHaquaVZYVbromocobalaminHwithHanionicHandHneutralHligandsWHInorganicai
ChimicaiActaUH2015UHa]cUH[fV]e

2.7 4

124
UnusualHbondingHmodesHofHperfluorobenzeneHinHitsHpolymericHQdimericUHtrimericHandHtetramericRH
formsgHentirelyHnegativeHfluorineHinteractingHcooperativelyHwithHentirelyHnegativeHfluorineWHPhysicali
ChemistryiChemicaliPhysicsUH2015UHZdUH]Zc[aVab

3.6 28

123
zigandQsRVtoVmetalHchargeHtransferHasHaHfactorHcontrollingHtheHequilibriumHconstantsHofHlateHfirstVrowH
transitionHmetalHcomplexesgHrevealingHtheHwrvingVWilliamsHthermodynamicalHseriesWHPhysicali
ChemistryiChemicaliPhysicsUH2015UHZdUHeYbVZZ

3.6 13

122
vexahalogenatedHandHtheirHmixedHbenzeneHderivativesHasHprototypesHforHtheHunderstandingHofH
halogen´•´•´•halogenHintramolecularHinteractionsgH–ewHinsightsHfromHcombinedHrtσUHöσow‡VUHandH
−ruVbasedH–qwHanalysesWHJournaliofiComputationaliChemistryUH2015UH]cUH[][eVa]

3.5 17

121 tluorinesHinHtetrafluoromethaneHasHhalogenHbondHdonorsgH−evisitingHaddressHtheHnatureHofHtheH
fluorinePsHˇ�holeWHInternationaliJournaliofiQuantumiChemistryUH2015UHZZbUHab]VadY 2.1 36

120 σheHsynthesisHofHaHcorroleHanalogueHofHaquacobalaminHQvitaminHpZ[aRHandHitsHligandHsubstitutionH
reactionsWHInorganiciChemistryUH2014UHb]UHaaZeV[f 5.1 7

(2014-2018)
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119 valogenHbondingHinteractionHofHchloromethaneHwithHseveralHnitrogenHdonatingHmoleculesgH
addressingHtheHnatureHofHtheHchlorineHsurfaceHˇ�VholeWHPhysicaliChemistryiChemicaliPhysicsUH2014UHZcUHZfbd]Vef3.6 34

118 OuterVsphereHanionHrecognitionHbyHaHcyclenVbasedHoctadentateHeuropiumQwwwRHcomplexgHpvH
dependentHrecognitionHofHorthoVphthalicHacidWHChemicaliCommunicationsUH2014UHbYUHZbe[Va 5.8 4

117 ‡odulatingHqavityHβizeHinHanHocyclicHominoHolcoholHossemblyWHJournaliofiChemicaliCrystallographyUH
2014UHaaUH[[fV[]b 0.5

116
βignificantHevidenceHofHq´•´•´•OHandHq´•´•´•qHlongVrangeHcontactsHinHseveralHheterodimericHcomplexesHofH
qOHwithHqv]VXUHshouldHoneHreferHtoHthemHasHcarbonHandHdicarbonHbondsIWHPhysicaliChemistryi
ChemicaliPhysicsUH2014UHZcUHZd[]eVb[

3.6 51

115 ·olymorphicHriversitygH–V·henylbenzamideHasHaH·ossibleH·olymorphophoreWHCrystaliGrowthiandi
DesignUH2013UHZ]UH]ac]V]ada 3.5 12

114
·robingHtheHnatureHofHtheHqoQwwwRHionHinHcorrinsgHcomparisonHofHreactionsHofHaquacyanocobyrinicHacidH
heptamethylHesterHandHaquacyanoVstableHyellowHcobyrinicHacidHhexamethylHesterHwithHneutralH
–VdonorHligandsWHInorganiciChemistryUH2013UHb[UHZYddVe]

5.1 4

113 rtσHstudiesHofHtransHandHcisHinfluencesHinHtheHhomolysisHofHtheHqoVqHbondHinHmodelsHofHtheH
alkylcobalaminsWHJournaliofiPhysicaliChemistryiAUH2013UHZZdUH]YbdVce 2.8 17

112 ·henylvinylcobalamingHanHalkenylcobalaminHfeaturingHaHligandHwithHaHlargeHtransHinfluenceWHDaltoni
TransactionsUH2013UHa[UHdbbbVcZ 4.3 4

111
σheHpreparationHofH–VacetylVqoQwwwRVmicroperoxidaseVeHQ–ocqo‡·eRHandHitsHligandHsubstitutionH
reactionsgHaHcomparisonHwithHaquacobalaminHQvitaminHpQZ[aRRWHJournaliofiInorganiciBiochemistryUH
2013UHZ[]UHccVdf

4.2 10

110 velicalHselfVassemblyHofH[VQZUaUdUZYVtetraazacyclododecanVZVylRcyclohexanVZVolHQcycyclenRWHActai
CrystallographicaiSectioniC:iCrystaliStructureiCommunicationsUH2012UHceUHo]e]Vc 3

109 qanHaHsingleHmoleculeHofHwaterHbeHcompletelyHisolatedHwithinHtheHsubnanoVspaceHinsideHtheH
fullereneHqcYHcagemHoHquantumHchemicalHprospectiveWHChemistryiyiAiEuropeaniJournalUH2012UHZeUHZb]abVcY4.8 39

108 cisHinfluenceHinHmodelsHofHcobaltHcorrinsHbyHrtσHandHσrVrtσHstudiesWHJournaliofiPhysicaliChemistryiBUH
2012UHZZcUHee]cVab 3.4 15

107 bUZYUZbU[YVσetraVpVphenylsulfonyporphinatocobaltQwwwRUHaHwaterVsolubleHqoQwwwRHporphyrinWHInorganicai
ChimicaiActaUH2012UH]f[UHZYeVZZZ 2.7 4

106 σheHcisHinfluenceHofHtheHcorrinHinHvitaminHpZ[HmodelsWHChemicaliPhysicsiLettersUH2012UHbbYUHZbYVZbb 2.5 7

105
onHelectronicHstructureHtheoryHinvestigationHofHtheHphysicalHchemistryHofHtheHintermolecularH
complexesHofHcyclopropenylideneHwithHhydrogenHhalidesWHJournaliofiComputationaliChemistryUH2012UH
]]UH[Yd]Ve[

3.5 11

104 pisVQ[VhyVdroxyVethVylRammoniumH[VbromoVphenolateWHActaiCrystallographicaiSectioniE:iStructurei
ReportsiOnlineUH2012UHceUHo[cZY 2

103 Q[VominoVphenVylRmethanolWHActaiCrystallographicaiSectioniE:iStructureiReportsiOnlineUH2012UHceUHoZda 2

102 aVQrimethVoxyVmethVylRphenylH[U]UaUcVtetraVOVacetylV˛†VdVglucopyranVosideWHActaiCrystallographicai
SectioniE:iStructureiReportsiOnlineUH2012UHceUHoZ[Y[
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101 pisVQ[VbromoVethVylRammoniumHbromideWHActaiCrystallographicaiSectioniE:iStructureiReportsiOnlineUH
2012UHceUHo[bdYVZ

100 vydrogenVbondHinterVactionsHinHmorpholiniumHbromideWHActaiCrystallographicaiSectioniE:iStructurei
ReportsiOnlineUH2011UHcdUHo[bfa 3

99
·robingHtheHnatureHofHtheHqoQwwwRHionHinHcorrinsgHtheHstructuralHandHelectronicHpropertiesHofHdicyanoVH
andHaquacyanocobyrinicHacidHheptamethylHesterHandHaHstableHyellowHdicyanoVHandH
aquacyanocobyrinicHacidHheptamethylHesterWHInorganiciChemistryUH2011UHbYUHedYYVZe

5.1 18

98
·robingHtheHnatureHofHtheHqoQwwwRHionHinHcorrinsgHaHcomparisonHofHtheHthermodynamicsHandHkineticsHofH
theHligandHsubstitutionHreactionsHofHaquacyanocobyrinicHacidHheptamethylHesterHandHstableHyellowH
aquacyanocobyrinicHacidHheptamethylHesterWHInorganiciChemistryUH2011UHbYUHedZfV[d

5.1 27

97 rtσVp]zY·UH–·oVUHandHöσow‡VbasedHstudyHofHtheHphysicalHpropertiesHofH[‡QwwRQv[OR[QZbVcrownVbR]H
Q‡HkH‡nUHteUHqoUH–iUHquUHZnRHcomplexesWHJournaliofiPhysicaliChemistryiAUH2011UHZZbUHbbf[VcYZ 2.8 37

96
qonformationalHanalysisHofHZeVazacrownVcHandHitsHbondingHwithHlateHfirstHtransitionHseriesHdivalentH
metalsgHinsightHfromHrtσHcombinedHwithH–·oHandHöσow‡HanalysesWHJournaliofiPhysicaliChemistryiAUH
2011UHZZbUHZ]ZeYVfY

2.8 28

95
·olymorphsHofH–V[[VQvydroxymethylRphenyl]benzamidegHβtructuralHqharacterizationHandHonalysisHofH
‡olecule´•´•´•‡oleculeHwnteractionsHbyH‡eansHofHotomâ��otomH·otentialsHandHrtσWHCrystaliGrowthiandi
DesignUH2011UHZZUHZa]ZVZa]c

3.5 6

94 oHgoldQwwwRHcomplexHandHaHtetrachloroaurateHsaltHofHtheHneuroepilepticHdrugHgabapentinWHInorganici
ChemistryiCommunicationUH2011UHZaUHb]aVb]e 3.1 4

93 oHdensityHfunctionalHtheoryHandHquantumHtheoryHofHatomsVinVmoleculesHanalysisHofHtheHstabilityHofH
–iQwwRHcomplexesHofHsomeHaminoHalcoholHligandsWHJournaliofiPhysicaliChemistryiAUH2011UHZZbUHcc[fVaY 2.8 6

92
ominoValcoholHligandsgHsynthesisHandHstructureHofH
–U–PVbisQ[VhydroxycyclopentylRethaneVZU[VdiamineHandHitsHsaltsUHandHanHassessmentHofHitsHfitnessHandH
thatHofHrelatedHligandsHforHcomplexingHmetalHionsWHInorganiciChemistryUH2010UHafUHeYY]VZZ

5.1 5

91
σheHphysicalHchemistryHofHcoordinatedHaquaVUHammineVUHandHmixedVligandHqo[THcomplexesgHrtσH
studiesHonHtheHstructureUHenergeticsUHandHtopologicalHpropertiesHofHtheHelectronHdensityWHPhysicali
ChemistryiChemicaliPhysicsUH2010UHZ[UH[Z[cV]e

3.6 57

90
σheHphysicalHchemistryHofH[‡Qv[ORaQ–O]R[]HQ‡HkH‡n[TUHqo[TUH–i[TUHqu[TUHZn[TRHcomplexesgH
computationalHstudiesHofHtheirHstructureUHenergeticsHandHtheHtopologicalHpropertiesHofHtheHelectronH
densityWHTheoreticaliChemistryiAccountsUH2010UHZ[dUHdZZVd[b

1.9 29

89 qrystallographicHandHcomputationalHinvestigationHofHnitrateHsaltsHofHnickelQwwRHethylenediamineH
complexesWHInorganiciChemistryiCommunicationUH2010UHZ]UHbeaVbee 3.1 6

88
vydrogenVbondingHcontrolsHtheHsolidVstateHandHenantiomericHconformationsHofHtheHaminoHalcoholH
ligandH[V[Q[VhydroxyethylRamino]cyclohexanolWHActaiCrystallographicaiSectioniC:iCrystaliStructurei
CommunicationsUH2010UHccUHo[[fV][

3

87 –U–PVbisQ[VhydroxycyclohexylRV–U–PVbisQ[VhydroxyethylRethaneVZU[VdiaminiumHdichlorideWHActai
CrystallographicaiSectioniC:iCrystaliStructureiCommunicationsUH2010UHccUHobb]Vc 3

86 βtructureHandHtunctiongHwnsightsHintoHpioinorganicHβystemsHfromH‡olecularH‡echanicsHqalculationsH
2010UHedVZYf

85 zowVspinHcomplexesHofH–i[THwithHsixH–v]HandHv[OHligandsgHoHrtσâ��−X]zY·HstudyWHComputationali
andiTheoreticaliChemistryUH2009UHfY[UH[ZV][ 8

84 rtσH−X]zY·HandH−·ps·psHstudiesHonHtheHstructuralUHelectronicUHandHvibrationalHpropertiesHofHsomeH
aminoValcoholHligandsWHComputationaliandiTheoreticaliChemistryUH2009UHfZbUH[YV][ 9

(2009-2012)
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83
–‡−HspectroscopyHandHmolecularHmodellingHstudiesHofHnitrosylcobalamingHfurtherHevidenceHthatHtheH
deprotonatedUHbaseVoffHformHisHimportantHforHnitrosylcobalaminHinHsolutionWHDaltoniTransactionsUH
2009UHa[aV]]

4.3 19

82 σheHstructureHofH–U–PVbisQ[VhydroxyethylRethaneVZU[VdiamineHandHitsHcomplexesHwithHZnQwwRHandH
qdQwwRWHDaltoniTransactionsUH2009UHZY[YeVZe 4.3 9

81 rtσVUX]zY·HstudiesHonHtheHcoordinationHchemistryHofH–i[TWH·artHZgHβixHcoordinateH
[–iQ–v]RnQv[ORQcVnR][THcomplexesWHJournaliofiPhysicaliChemistryiAUH2008UHZZ[UHZYcbdVcc 2.8 50

80
βcQwwwRHporphyrinsWHσheHmolecularHstructureHofHtwoHβcQwwwRHporphyrinsHandHaHreVevaluationHofHtheH
parametersHforHtheHmolecularHmechanicsHmodellingHofHβcQwwwRHporphyrinsWHJournaliofiMoleculari
StructureUH2008UHed[UHadVbb

3.4 6

79 σheHcrystalHstructureHofHhalofantrineVferriprotoporphyrinHwXHandHtheHmechanismHofHactionHofH
arylmethanolHantimalarialsWHJournaliofiInorganiciBiochemistryUH2008UHZY[UHZccYVd 4.2 85

78 wnsightsHintoHporphyrinHchemistryHprovidedHbyHtheHmicroperoxidasesUHtheHhaempeptidesHderivedH
fromHcytochromeHcWHDaltoniTransactionsUH2007UHa]dZVeb 4.3 86

77
wnfluenceHofHelectronicHandHstericHeffectsHonHstabilityHconstantsHandHelectrochemicalHreversibilityHofH
divalentHionHcomplexesHwithHglycineHandHsarcosineWHoHglassHelectrodeHpotentiometricUHsampledH
directHcurrentHpolarographicUHvirtualHpotentiometricUHandHmolecularHmodellingHstudyWHAnalyticai
ChimicaiActaUH2007UHbfYUH[Y]VZc

6.6 4

76 [VqhloroV–VmethylacetamideHrevisitedgHaHlowVtemperatureHstudyWHActaiCrystallographicaiSectioniE:i
StructureiReportsiOnlineUH2007UHc]UHoZca[VoZcaa

75
βpeciationHandHstructureHofHferriprotoporphyrinHwXHinHaqueousHsolutiongHspectroscopicHandHdiffusionH
measurementsHdemonstrateHdimerizationUHbutHnotHmuVoxoHdimerHformationWHJournaliofiBiologicali
InorganiciChemistryUH2007UHZ[UHZYZVZd

3.7 113

74 ‡odellingHtheHinteractionHofHseveralHbisphosphonatesHwithHhydroxyapatiteHusingHtheHgeneralisedH
o‡ps−HforceHfieldWHJournaliofiMoleculariStructureUH2006UHe[bUHZ]aVZa[ 3.4 28

73
UsingHartificialHneuralHnetworksHtoHdevelopHmolecularHmechanicsHparametersHforHtheHmodellingHofH
metalloporphyrinsgH·artHwVWHtiveVUHsixVcoordinateHmetalloporphyrinsHofH‡nUHqoUH–iHandHquWHJournaliofi
MoleculariStructureUH2006UHde]UH[ZV]]

3.4 7

72 ·eroxidaseHactivityHofHtheHhemeoctapeptideH–VacetylmicroperoxidaseVeWHInorganiciChemistryUH2005UH
aaUHcZacVe 5.1 6

71
·robingHtheHnatureHofHtheHqoQwwwRHionHinHcobalaminsgHaHcomparisonHofHtheHreactionHofHaquacobalaminH
QvitaminHpZ[aRHandHaquaVZYVchlorocobalaminHwithHsomeHanionicHandH–VdonorHligandsWHDaltoni
TransactionsUH2005UHeefVfb

4.3 33

70 σheHsolutionHstructureHofHsomeHcobalaminsHdeterminedHbyH–‡−VrestrainedHmolecularHmodellingWH
JournaliofiMoleculariStructureUH2005UHd]dUH[abV[be 3.4 7

69
UsingHartificialHneuralHnetworksHtoHdevelopHmolecularHmechanicsHparametersHforHtheHmodellingHofH
metalloporphyrinsWHwwwWHtiveHcoordinateHZnQwwRHporphyrinsHandHtheHmetalloprophyrinsHofHtheHearlyH]dH
metalsWHJournaliofiMoleculariStructureUH2005UHd]eUHcdVde

3.4 13

68 ·roductHstabilizationHinHtheHenzymaticHactivationHofHcoenzymeHpZ[gHaHmolecularHmodelingHstudyWH
ComputationaliandiTheoreticaliChemistryUH2005UHdZaUH[YfV[Zb 9

67
βolutionHstructureUHenzymaticUHandHnonVenzymaticHreactivityHofH]VisoadenosylcobalaminUHaHstructuralH
isomerHofHcoenzymeHpZ[HwithHsurprisingHcoenzymicHactivityWHJournaliofiInorganiciBiochemistryUH2004UH
feUH[edV]YY

4.2 7

66 riisopropylphosphitocobalaminVacetoneVwaterHQZX]WaeXdWbcRWHActaiCrystallographicaiSectioniC:i
CrystaliStructureiCommunicationsUH2004UHcYUHmeeVfY 1
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65 wsoamylcobalaminVacetoneVwaterHQZXYW]ebXZ[WcbYRWHActaiCrystallographicaiSectioniC:iCrystali
StructureiCommunicationsUH2004UHcYUHmZcbVd 4

64 βynergisticHanionVdirectedHcoordinationHofHferricHandHcupricHionsHtoHbovineHserumHtransferrinVVanH
inorganicHperspectiveWHJournaliofiInorganiciBiochemistryUH2004UHfeUHZffV[Ye 4.2 12

63 σheHcoordinationHofHimidazoleHandHsubstitutedHpyridinesHbyHtheHhemeoctapeptideH
–VacetylVferromicroperoxidaseVeHQteww–oc‡·eRWHJournaliofiInorganiciBiochemistryUH2004UHfeUHZadZVe[ 4.2 25

62 βolutionHstructureHandHthermolysisHofHqobetaVbPVdeoxyadenosylimidazolylcobamideUHaHcoenzymeH
pZ[HanalogueHwithHanHimidazoleHaxialHnucleosideWHInorganiciChemistryUH2004UHa]UHeZ]YVa[ 5.1 22

61 ‡olecularHmechanicsHparametersHforHtheHmodellingHofHfourVcoordinateHZnQwwRHporphyrinsWHPhysicali
ChemistryiChemicaliPhysicsUH2003UHbUHbaffVbbYc 3.6 16

60 ‡olecularHmechanicsHandHmolecularHdynamicsHsimulationsHofHporphyrinsUHmetalloporphyrinsUHhemeH
proteinsHandHcobaltHcorrinoidsWHCoordinationiChemistryiReviewsUH2002UH[[bUHZ[]VZbe 23.2 82

59 tateHofHhaemHironHinHtheHmalariaHparasiteH·lasmodiumHfalciparumWHBiochemicaliJournalUH2002UH]cbUH]a]Vd 3.8 222

58
·robingHtheHnatureHofHtheHqoQwwwRHionHinHcobalaminsgHdeactivationHofHtheHmetalHtowardsHligandH
substitutionHinHZYVnitrosoaquacobalaminUHandHtheHkineticsHofHtheHligandHsubstitutionHreactionsHofH
iodocobalaminWHDaltoniTransactionsiRSCUH2002UH]Zfb

23

57 σheHcoVordinationHofHligandsHbyHironHporphyrinsgHaHcomparisonHofHligandHbindingHbyHmyoglobinHfromH
spermHwhaleHandHtheHhaemHundecapeptideHfromHcytochromeHcWHDaltoniTransactionsiRSCUH2002UHaafVabd 17

56
qomplexesHofHcobaltQwwwRHwithHphenolateVcontainingHpolydentateHligandsHandHbovineHserumH
apoVtransferringHtowardsHcreatingHspectroscopicHmodelsHforHcobaltQwwwRâ��tyrosinateHinteractionsWH
DaltoniTransactionsiRSCUH2002UHaYcaVaYcf

12

55 ‡olecularHmechanicsHmodellingHofHporphyrinsWHUsingHartificialHneuralHnetworksHtoHdevelopHmetalH
parametersHforHfourVcoordinateHmetalloporphyrinsWHPhysicaliChemistryiChemicaliPhysicsUH2002UHaUHbedeVbeed3.6 17

54 ‡olecularHmodelingHofHtheHmechanochemicalHtriggeringHmechanismHforHcatalysisHofHcarbonVcobaltH
bondHhomolysisHinHcoenzymeHpZ[WHJournaliofiInorganiciBiochemistryUH2001UHe]UHZ[ZV][ 4.2 36

53 ‡anganeseQwwwRHinHaHpseudoVcompressedHmixedVdonorHoctahedralHenvironmentgHsynthesisUHXVrayH
crystalHstructureHandHphysicochemicalHpropertiesWHPolyhedronUH2001UH[YUH[ZfbV[[YZ 2.7 5

52
qoVordinationHofHweakHfieldHligandsHbyH–VacetylmicroperoxidaseVeHQ–oc‡·eRUHaHferricHhaempeptideH
fromHcytochromeHcUHandHtheHinfluenceHofHtheHaxialHligandHonHtheHreductionHpotentialHofHcomplexesHofH
–oc‡·eWHDaltoniTransactionsiRSCUH2000UHZ]]bVZ]a[

17

51
βtructureVfunctionHrelationshipsHinHaminoquinolinesgHeffectHofHaminoHandHchloroHgroupsHonH
quinolineVhematinHcomplexHformationUHinhibitionHofHbetaVhematinHformationUHandHantiplasmodialH
activityWHJournaliofiMedicinaliChemistryUH2000UHa]UH[e]VfZ

8.3 271

50 σheHstructureHofHcobaltHcorrinoidsHbasedHonHmolecularHmechanicsHandH–OsVrestrainedHmolecularH
mechanicsHandHdynamicsHsimulationsWHCoordinationiChemistryiReviewsUH1999UHZfYVZf[UHZ[dVZb] 23.2 18

49 σheHroleHofHhaemHinHtheHactivityHofHchloroquineHandHrelatedHantimalarialHdrugsWHCoordinationi
ChemistryiReviewsUH1999UHZfYVZf[UHaf]VbZd 23.2 70

48 qoordinationHofH–VronorHzigandsHbyHtheH‡onomericHterricH·orphyrin–VocetylmicroperoxidaseVeWH
InorganiciChemistryUH1999UH]eUH[]Z[V[]Zf 5.1 30

(1999-2004)
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47 –‡−VrestrainedHmolecularHmodelingHofHcobaltHcorrinoidsgHcyanocobalaminHQvitaminHpZ[RHandH
methylcobaltHcorrinoidsWHComputationaliandiTheoreticaliChemistryUH1998UHab]UH[YfV[[a 27

46 qonformationalHstudiesHofHbmVdeoxyadenosylVZ]VepicobalaminUHaHcoenzymaticallyHactiveHstructuralH
analogHofHcoenzymeHpZ[WHPolyhedronUH1998UHZdUH[[Z]V[[[a 2.7 20

45 vaempeptideHmodelsHforHhaemoproteinsWHJournaliofitheiChemicaliSocietyxiFaradayiTransactionsUH
1998UHfaUHZda]VZdb[ 19

44 βtructuralHandHenzymaticHstudiesHofHaHnewHanalogueHofHcoenzymeHpZ[HwithHanHalphaVadenosylHupperH
axialHligandWHBiochemistryUH1998UH]dUHfdYaVZb 3.2 38

43 ‡olecularH‡echanicsH‡odelingHofHtheHqobaloximesHandH−eevaluationHofHtheH·arametersHforH
‡odelingHofHtheHqobaltHqorrinsWHInorganiciChemistryUH1998UH]dUH[bdeV[beZ 5.1 37

42 tactorsHaffectingHtheHrateHofHligandHsubstitutionHreactionsHofHaquacobalaminHQvitaminHpZ[aRâ�¡WH
JournaliofitheiChemicaliSocietyiDaltoniTransactionsUH1997UH]e[dV]e]a 28

41 qisHsffectsHinHtheHqobaltHqorrinsWHZWHqrystalHβtructuresHofHZYVqhloroaquacobalaminH·erchlorateUH
ZYVqhlorocyanocobalaminUHandHZYVqhloromethylcobalaminWHInorganiciChemistryUH1997UH]cUH]cccV]cdb 5.1 56

40 onHonalysisHofH·orphyrinH‡olecularHtlexibilityUseHofH·orphyrinHriacidsWHJournaliofitheiAmericani
ChemicaliSocietyUH1997UHZZfUHZYd][VZYda[ 16.4 145

39 σhermodynamicHfactorsHcontrollingHtheHinteractionHofHquinolineHantimalarialHdrugsHwithH
ferriprotoporphyrinHwXWHJournaliofiInorganiciBiochemistryUH1997UHceUHZ]dVab 4.2 139

38 vemeV·eptideH‡odelsHforHvemoproteinsWHZWHβolutionHqhemistryHofH–VocetylmicroperoxidaseVeWH
InorganiciChemistryUH1996UH]bUH]db[V]dcd 5.1 80

37
vemeV·eptideH‡odelsHforHvemoproteinsWH[WH–VocetylmicroperoxidaseVegHβtudyHofHtheHpiVpiHrimersH
tormedHatHvighHwonicHβtrengthHUsingHaH‡odifiedHVersionHofH‡olecularHsxcitonHσheoryWHInorganici
ChemistryUH1996UH]bUH]dceV]ddf

5.1 31

36 βolutionHstructureHofHcyanocobalaminHQvitaminHpZ[RHbyH–‡−VrestrainedHmolecularHdynamicsHandH
simulatedHannealingHcalculationsWHChemicaliCommunicationsUH1996UHZa[d 5.8 21

35 −eactionsHofHferricHporphyrinsHandHthiolsWHσheHreactionHofHtheHhaemHoctapeptideUH
–VacetylmicroperoxidaseVeUHwithHcysteineWHInorganicaiChimicaiActaUH1996UH[aeUHZZbVZZf 2.7 12

34
σheHinteractionHofHtheHhemeVoctapeptideUH–VacetylmicroperoxidaseVeHwithHantimalarialHdrugsgH
solutionHstudiesHandHmodelingHbyHmolecularHmechanicsHmethodsWHJournaliofiInorganiciBiochemistryUH
1996UHcaUHdV[]

4.2 29

33 −eleaseHofHironHfromHqVterminalHmonoferricHtransferrinHtoHphosphateHandHpyrophosphateHatHpvHbWbH
proceedsHthroughHtwoHpathwaysWHJournaliofiInorganiciBiochemistryUH1995UHbdUHZZV[Z 4.2 27

32 oHmolecularHmechanicsHforceHfieldHforHtheHcobaltHcorrinoidsWHComputationaliandiTheoreticali
ChemistryUH1995UH]aYUHfdVZ[a 40

31
βideHqhainHsntropyHandHtheHoctivationHofHOrganocobalaminsHforHqarbonVqobaltHpondHvomolysisgH
σhermolysisHofH–eopentylcobalaminVcVmonocarboxylateUHVcV–VmethylamideUHVcV–U–VdimethylamideUH
andHVcV–VisopropylamideWHInorganiciChemistryUH1995UH]aUH]Y]eV]Yaf

5.1 31

30 ‡olecularH‡echanicsHofHqobaltHqorrinoidsWH[WHβtructureHofHolkylcobalaminsHandHσhermolysisHofHtheH
qobaltVqarbonHpondWHInorganiciChemistryUH1995UH]aUH]d]]V]daY 5.1 34
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29 βtructuralHandH‡olecularH‡echanicsHβtudiesHonHvighlyH−uffledHzowVβpinHQ·orphinatoRironQwwwRH
qomplexesWHJournaliofitheiAmericaniChemicaliSocietyUH1995UHZZdUHf]bVfba 16.4 112

28 oHforceHfieldHforHmolecularHmechanicsHstudiesHofHironHporphyrinsWHJournaliofitheiChemicaliSocietyxi
FaradayiTransactionsUH1995UHfZUHZdaZ 33

27 onalysisHofHmalariaHpigmentHfromH·lasmodiumHfalciparumWHJournaliofiPharmacologicaliandi
ToxicologicaliMethodsUH1994UH][UH[bV]Y 1.7 14

26
zigandHsubstitutionHreactionsHofHaquacobalamingHfurtherHevidenceHforHaHdissociativeHinterchangeH
mechanismUHandHfactorsHcontrollingHreactionHratesWHJournaliofitheiChemicaliSocietyiDaltoni
TransactionsUH1994UH[fd

15

25 vemesHandHhemoproteinsWH·artHdWHqoVordinationHofHammoniaUHanilineHandHpyridineHbyHtheHironQwwwRH
porphyrinHmicroperoxidaseVeWHJournaliofitheiChemicaliSocietyiDaltoniTransactionsUH1993UHZc]] 12

24
·lacingHhydroxideHinHtheHthermodynamicHtransHinfluenceHorderHofHtheHcobaltHcorrinoidsgHequilibriumH
constantsHforHtheHreactionHofHsomeHligandsHwithHaquahydroxocobinamideWHInorganicaiChimicaiActaUH
1993UH[YfUHZcZVZcf

2.7 15

23 oH‡ˆ¶ssbauerHstudyHonHanHironHporphyrinHmodelHofHferricHhemoproteinsWHNucleariInstrumentsiri
MethodsiiniPhysicsiResearchiBUH1993UHdcUH]ZbV]Zd 1.2 3

22 σheHligandVsubstitutionHreactionsHofHaquahydroxocobinamideHproceedHthroughHaHdissociativeH
interchangeHmechanismWHJournaliofitheiChemicaliSocietyiDaltoniTransactionsUH1993UH]adb 24

21 ‡olecularHmechanicsHstudyHofHtheHrufflingHofHmetalloporphyrinsWHJournaliofitheiAmericaniChemicali
SocietyUH1992UHZZaUHd[ZeVd[]Y 16.4 94

20 zigandHsubstitutionHreactionsHofHaquacobalamingHevidenceHforHaHdissociativeHinterchangeH
mechanismWHJournaliofitheiChemicaliSocietyiDaltoniTransactionsUH1992UH[YZf 35

19 qoordinationHofH–VdonorHligandsHbyHhematoheminWHInorganicaiChimicaiActaUH1992UHZfcUH[[ZV[[f 2.7 27

18 oHspectrophotometricHdeterminationHofHtheHbindingHconstantsHofHcyanideHbyHheminHinHaqueousH
ethanolHsolutionsWHInorganicaiChimicaiActaUH1991UHZfYUH[fZV[fb 2.7 7

17 yineticsHofHreactionHofHaquacobalaminHwithHazideHionHandHhydrazoicHacidgHpvHprofileHandHactivationH
parametersWHJournaliofitheiChemicaliSocietyiDaltoniTransactionsUH1991UH[faZ 11

16 –otesWHoctivationHparametersHforHtheHreactionHofHaquocobalaminHQvitaminHpZ[aRHwithHsmallHanionicH
andHneutralHligandsWHJournaliofitheiChemicaliSocietyiDaltoniTransactionsUH1991UH]]f 18

15 zigandHsubstitutionHreactionsHofHaquocobalaminWH−eactionsHwithHprimaryHaminesWHJournaliofithei
ChemicaliSocietyiDaltoniTransactionsUH1991UHZa]d 15

14 σheHeffectsHofHanionsHonHtheHkineticsHofHreductiveHeliminationHofHironHfromHmonoferrictransferrinsH
byHthiolsWHBBAiyiProteinsiandiProteomicsUH1990UHZY]eUHZVf 11

13 ·roximalHchargeHeffectsHonHcoordinationHofHhistamineHbyHaquocyanocobinamideWHInorganicaiChimicai
ActaUH1990UHZdaUH[dZV[d] 2.7 3

12 σheHcoordinationHofHimidazoleHandHitsHderivativesHbyHaquocobalaminWHInorganicaiChimicaiActaUH1990UH
ZdYUH[bfV[cf 2.7 18

(1990-1995)
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11 qyclicHvoltammetryHofHimidazolemicroperoxidaseVegHmodelingHtheHcontrolHofHtheHredoxHpotentialHofH
theHcytochromesWHInorganiciChemistryUH1990UH[fUHZbfdVZbff 5.1 25

10
–ucleophilicHparticipationHofHincomingHligandsHinHtheHtransitionHstateHofHsubstitutionHreactionsHofH
aquocobalamingHkineticsHofHtheHreactionHwithHimidazoleHandHitsHderivativesWHInorganicaiChimicaiActaUH
1989UHZccUH[afV[bb

2.7 23

9 OptimisationHofHtheHpreparationHandHpurificationHofHthreeHmonocarboxylicHacidHderivativesHofH
vitaminHpZ[HandHtheirHcharacterisationHbyHZ]qH–‡−WHInorganicaiChimicaiActaUH1989UHZc[UHZbZVZbb 2.7 4

8
oHmolecularHmechanicsHmodelHofHtheHmetalloporphyrinsgHtheHroleHofHstericHhindranceHinH
discriminationHinHfavourHofHdioxygenHrelativeHtoHcarbonHmonoxideHinHsomeHhaemHmodelsWHJournaliofi
theiChemicaliSocietyiChemicaliCommunicationsUH1989UHZZdc

16

7 vemesHandHhemoproteinsWHbgHyineticsHofHtheHperoxidaticHactivityHofHmicroperoxidaseVegHmodelHforH
theHperoxidaseHenzymesWHJournaliofiInorganiciBiochemistryUH1987UH]YUH[Y]VZd 4.2 98

6 vemesHandHhemoproteinsWH]WHσheHreactionHofHmicroperoxidaseVeHwithHcyanidegHcomparisonHwithH
aquocobalaminHandHhemoproteinsWHJournaliofiInorganiciBiochemistryUH1987UH[fUHddVfZ 4.2 29

5 vemesHandHhemeproteinsUH[gHσheHpvVdependentHequilibriaHofHmicroperoxidaseVeHandH
characterizationHofHtheHcoordinationHsphereHofHteQwwwRWHJournaliofiInorganiciBiochemistryUH1986UH[dUH[abVba4.2 45

4
vemesHandHhemoproteinsWHZgH·reparationHandHanalysisHofHtheHhemeVcontainingHoctapeptideH
QmicroperoxidaseVeRHandHidentificationHofHtheHmonomericHformHinHaqueousHsolutionWHJournaliofi
InorganiciBiochemistryUH1986UH[dUH[[dVa]

4.2 134

3 ‡echanismHofHactivationHofHv[O[HbyHperoxidasesgHkineticHstudiesHonHaHmodelHsystemWHFEBSiLettersUH
1985UHZe]UH]YfV]Z[ 3.8 25

2 ·roteinVfreeHmodelsHforHtheHprotonVcoupledHreductionHofHhaemoproteinsWHFEBSiLettersUH1984UHZcdUH]]fVa[3.8 16

1 −eductionHofHbisQhistidineRheminhHmodelHforHtheHprotonVcoupledHreductionHofHhemoproteinsWHJournali
ofitheiAmericaniChemicaliSocietyUH1981UHZY]UHZecVZee 16.4 18
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