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91 tomputationalKstudyKofKhydrogenKstorageKinKorganometallicKcompoundsZKJournalloflChemicall
PhysicsWK2007WKabfWK]idg]c 3.9 85
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InternationallReviewslinlPhysicallChemistryWK2006WKbeWKbhcXcaa 7 83
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TransactionsWK2012WKdaWKigdhXeb 4.3 50
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83 αechanicalKpropertiesKofKzirconiumKalloysKandKzirconiumKhydridesKpredictedKfromKdensityKfunctionalK
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79 OnKtheKroleKofKstrongKelectronKcorrelationsKinKtheKsurfaceKpropertiesKandKchemistryKofKuraniumK
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75 TechnetiumKdichloridekKaKnewKbinaryKhalideKcontainingKmetalXmetalKmultipleKbondsZKJournalloflthel
AmericanlChemicallSocietyWK2011WKaccWKhhadXg 16.4 27
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70 TimeXResolvedKznfraredKReflectanceKStudiesKofKtheKuehydrationXznducedKTransformationKofKUranylK
βitrateKyexahydrateKtoKtheKTrihydrateKwormZKJournalloflPhysicallChemistrylAWK2015WKaaiWKiiifXa]]]f 2.8 22

69 themicalKbondingKandKaromaticityKinKtrinuclearKtransitionXmetalKhalideKclustersZKInorganiclChemistryWK
2011WKe]WKa]ciXdf 5.1 22

68 TechnetiumSzVTKhalidesKpredictedKfromKfirstXprinciplesZKInorganiclChemistryWK2009WKdhWKfeeeXh 5.1 22

67 rssessingKyubbardXcorrectedKrα]eVUKandKPsvsolVUKdensityKfunctionalsKforKstronglyKcorrelatedK
oxidesKteOKandKteOZKPhysicallChemistrylChemicallPhysicsWK2016WKahWKbfhafXbfhbf 3.6 19

66 SynthesisWKstructureWKandKfirstXprinciplesKcalculationsKofK[TcsrbSPαecTd]KandK[TcbsrdSPαecTd]K
complexesZKDaltonlTransactionsWK2009WKa]cchXdb 4.3 19

65 StructuralKandKmagneticKpropertiesKofKTcnqtf]KendohedralKmetalofullereneskKwirstXprinciplesK
predictionsZKPhysicallReviewlBWK2010WKhaWK 3.3 18

64 znterplayKbetweenKstructureWKstoichiometryKandKpropertiesKofKtechnetiumKnitridesZKDaltonl
TransactionsWK2011WKd]WKfgchXdd 4.3 18

63 SemiconductingKlayeredKtechnetiumKdichalcogenideskKinsightsKfromKfirstXprinciplesZKDaltonl
TransactionsWK2013WKdbWKaebhhXie 4.3 17

62
TrivalentKactinideKandKlanthanideKcomplexationKofKeWfXdialkylXbWfXbisSaWbWdXtriazinXcXylTpyridineK
SRsTPlKRKnKyWKαeWKvtTKderivativeskKaKcombinedKexperimentalKandKfirstXprinciplesKstudyZKInorganicl
ChemistryWK2013WKebWKgfaXgf

5.1 17

61 uesigningKcarbonKnanoframeworksKtailoredKforKhydrogenKstorageZKChemicallPhysicslLettersWK2007WK
dciWKcedXcei 2.5 17

60 ˛†XTechnetiumKtrichloridekKformationWKstructureWKandKfirstXprinciplesKcalculationsZKInorganiclChemistryWK
2012WKeaWKdiaeXg 5.1 16

59 OneXdimensionalKuraniumXorganicKcoordinationKpolymerskKcrystalKandKelectronicKstructuresKofK
uranylXdiacetohydroxamateZKDaltonlTransactionsWK2011WKd]WKf]]gXaa 4.3 16

58 wirstXprinciplesKstudyKofKanhydriteWKpolyhaliteKandKcarnalliteZKChemicallPhysicslLettersWK2014WKeidWKaXe 2.5 15
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57 αonteKtarloKsimulationKofKprotonKtrackKstructureKinKbiologicalKmatterZKEuropeanlPhysicallJournallDWK
2017WKgaWKa 1.3 15

56 StructuralKevolutionKandKpropertiesKofKsubnanometerKTcSnTKSnKnKbXaeTKclustersZKPhysicallChemistryl
ChemicallPhysicsWK2009WKaaWKa]]]cXh 3.6 15

55 trystalKandKelectronicKstructuresKofKneptuniumKnitridesKsynthesizedKusingKaKfluorideKrouteZKJournall
oflthelAmericanlChemicallSocietyWK2012WKacdWKcaaaXi 16.4 14

54 βanoconfinementKeffectsKonKtheKreversibilityKofKhydrogenKstorageKinKammoniaKboranekKaK
firstXprinciplesKstudyZKJournalloflChemicallPhysicsWK2011WKacdWKbade]a 3.9 14

53 uensityKfunctionalKanalysisKofKtheKtrigonalKuranylKequatorialKcoordinationKinK
hexahomotrioxacalix[c]areneXbasedKmacrocyclicKcomplexesZKInorganiclChemistryWK2010WKdiWKadfeXg] 5.1 14

52 αodelKrepresentationsKofKkerogenKstructureskKrnKinsightKfromKdensityKfunctionalKtheoryK
calculationsKandKspectroscopicKmeasurementsZKScientificlReportsWK2017WKgWKg]fh 4.9 13

51 StructuralKstudiesKofKtechnetiumXzirconiumKalloysKbyKXXrayKdiffractionWKhighXresolutionKelectronK
microscopyWKandKfirstXprinciplesKcalculationsZKInorganiclChemistryWK2010WKdiWKadccXh 5.1 13

50 StructuralKandKelectronicKtrendsKinKrareXearthKtechnetateKpyrochloresZKDaltonlTransactionsWK2010WKciWKgb]gXa]4.3 12

49 ThermodynamicsKofKtechnetiumkKreconcilingKtheoryKandKexperimentKusingKdensityKfunctionalK
perturbationKanalysisZKDaltonlTransactionsWK2015WKddWKabgceXdb 4.3 11

48 wirstKevidenceKforKtheKformationKofKtechnetiumKoxosulfideKcomplexeskKsynthesisWKstructureKandK
characterizationZKDaltonlTransactionsWK2012WKdaWKfbiaXh 4.3 11

47 yighXpressureKstudiesKofKaWcWeWgXcyclooctatetraenekKexperimentKandKtheoryZKJournalloflPhysicall
ChemistrylAWK2008WKaabWKaae]aXg 2.8 11

46 ShockKcompressionKofKstronglyKcorrelatedKoxideskKrKliquidXregimeKequationKofKstateKforKceriumSzVTK
oxideZKPhysicallReviewlBWK2018WKigWK 3.3 10

45 wirstXPrinciplesKandKKineticKαonteKtarloKSimulationKStudiesKofKtheKReactivityKofKTcS]]]aTWKαoTcSaaaTK
andKαoTcSaa]TKSurfacesZKJournalloflthelElectrochemicallSocietyWK2014WKafaWKthcXthh 3.9 10

44 uimerXinducedKstabilizationKofKyKadsorbateKclusterKonKsβS]]]aTKsurfaceZKPhysicallChemistryl
ChemicallPhysicsWK2008WKa]WKeahdXg 3.6 10

43 ₂owKenergyKelectronsKandKswiftKionKtrackKstructureKinKPrutZKRadiationlPhysicslandlChemistryWK2015WK
aaeWKcfXdb 2.5 9

42 yighXpressureXassistedKXXrayXinducedKdamageKasKaKnewKrouteKforKchemicalKandKstructuralKsynthesisZK
PhysicallChemistrylChemicallPhysicsWK2018WKb]WKahidiXahief 3.6 9

41 znfraredKandKRamanKspectroscopyKofK˛–XZrWbOhkKrKcomprehensiveKdensityKfunctionalKperturbationK
theoryKandKexperimentalKstudyZKJournalloflRamanlSpectroscopyWK2018WKdiWKacgcXachd 2.3 8

40 PhosphorusKuimerizationKinKxalliumKPhosphideKatKyighKPressureZKInorganiclChemistryWK2018WKegWKbdcbXbdcg5.1 7
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39 TechnetiumKincorporationKinKscheelitekKinsightsKfromKfirstXprinciplesZKDaltonlTransactionsWK2016WKdeWKahagaXahagf4.3 7

38 ˛†XTechnetiumKdichloridekKsolidXstateKmodulatedKstructureWKelectronicKstructureWKandKphysicalK
propertiesZKJournalloflthelAmericanlChemicallSocietyWK2013WKaceWKaeieeXfb 16.4 7

37 uensityKwunctionalKrnalysisKofKwluoriteXStructuredKSteWKZrTOb[teObKznterfacesZKJournalloflPhysicall
ChemistrylCWK2017WKabaWKadfghXadfhg 3.8 7

36 vlectronXKandKprotonXinducedKionizationKofKpyrimidineZKEuropeanlPhysicallJournallDWK2015WKfiWKa 1.3 7

35 βuclearKforwardKscatteringKandKfirstXprinciplesKstudiesKofKtheKironKoxideKphaseKwedOeZKPhysicall
ReviewlBWK2014WKi]WK 3.3 7

34 wirstXPrinciplesKStructuralWKαechanicalWKandKThermodynamicKtalculationsKofKtheKβegativeKThermalK
vxpansionKtompoundKZrSWOTSPOTZKACSlOmegaWK2018WKcWKaegh]Xaeghh 3.9 7

33 ShockKcompressionKofKniobiumKfromKfirstXprinciplesZKJournalloflAppliedlPhysicsWK2019WKabeWKbdei]e 2.5 6

32 rssessingKexchangeXcorrelationKfunctionalsKforKelasticityKandKthermodynamicsKofK˛–XZrWbOhkKrK
densityKfunctionalKperturbationKtheoryKstudyZKChemicallPhysicslLettersWK2018WKfihWKaieXaii 2.5 6

31 QuantumXαechanicalKtontributionsKtoKβumericalKSimulationsKofKthargedKParticleKTransportKatKtheK
uβrKScaleK2012WKbfcXbhi 6

30
OrganicKcyclicKdifluoraminoXnitramineskKinfraredKandKRamanKspectroscopyKofK
cWcWgWgXtetrakisSdifluoraminoToctahydroKaWeXdinitroXaWeXdiazocineKSyβwXTZKJournalloflRamanl
SpectroscopyWK2009WKd]WKifdXiga

2.3 6

29 wirstXprinciplesKstudyKofKtheKhexahalogenotechnetateSzVTKionsKTcXfbXK[XKnKtlWKsr]ZKChemicallPhysicsl
LettersWK2010WKdhgWKai]Xaic 2.5 6

28 ShockKcompressionKofKvanadiumKatKextremeskKTheoryKandKexperimentZKPhysicallReviewlBWK2020WKa]bWK 3.3 5

27 ReverseXmartensiticKhcpXtoXfccKtransformationKinKtechnetiumKunderKshockKcompressionZKJournallofl
AppliedlPhysicsWK2018WKabdWK]cei]c 2.5 5

26 RamanKspectroscopicKstudyKofKcyclopentaneKatKhighKpressureZKJournalloflChemicallPhysicsWK2009WK
ac]WKb]de]e 3.9 5

25 ₂atticeKdynamicsKandKthermomechanicalKpropertiesKofKzirconiumSzVTKchloridekKvvidenceKforK
lowXtemperatureKnegativeKthermalKexpansionZKChemicallPhysicslLettersWK2018WKfiaWKihXa]b 2.5 5

24 StrainXcontrolledKmagneticKorderingKinKbuKcarbonKmetamaterialsZKCarbonWK2020WKafaWKbaiXbbc 10.4 4

23
TheoreticalKandKexperimentalKquantificationKofKdoublyKandKsinglyKdifferentialKcrossKsectionsKforK
electronXinducedKionizationKofKisolatedKtetrahydrofuranKmoleculesZKEuropeanlPhysicallJournallDWK
2014WKfhWKa

1.3 4

22 uiperoxoKPertechneticKrcidKtharacterizedKbyKSpectroscopicKandKQuantumKthemicalKStudiesZK
EuropeanlJournalloflInorganiclChemistryWK2013WKb]acWKdeieXdf]] 2.3 4
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21 yighXprecisionKequationKofKstateKdataKforKTiObkKrKstructuralKanalogKofKSiObZKPhysicallReviewlBWK2020WK
a]bWK 3.3 4

20 vanKderKWaalsKforcesKandKconfinementKinKcarbonKnanoporeskKznteractionKbetweenKtydWKtOOyWKβycWK
OyWKSyKandKsingleXwalledKcarbonKnanotubesZKChemicallPhysicslLettersWK2016WKfebWKbbXbf 2.5 4

19 uehydrationKofKuranylKnitrateKhexahydrateKtoKuranylKnitrateKtrihydrateKunderKambientKconditionsKasK
observedKviaKdynamicKinfraredKreflectanceKspectroscopyK2015WK 3

18 αolecularKdynamicsKsimulationKofKzirconiumKtungstateKamorphizationKandKtheK
amorphousXcrystallineKinterfaceZKJournalloflPhysicslCondensedlMatterWK2020WKcbWK]hed]a 1.8 3

17 trystalKandKvlectronicKStructuresKofKrβazOKPeriodateKuoubleKPerovskitesKSrKnKSrWKtaWKsaTkKtandidateK
WasteformsKforKzXabiKzmmobilizationZKInorganiclChemistryWK2020WKeiWKahd]gXahdai 5.1 3

16 StructureXthermodynamicsKrelationshipKofKschoepiteKfromKfirstXprinciplesZKPhysicallChemistryl
ChemicallPhysicsWK2019WKbaWKbeefiXbeegf 3.6 3

15 znteractionKofKcesiumKadatomsKwithKfreeXstandingKgrapheneKandKgrapheneXveiledKSiObKsurfacesZK
RSClAdvancesWK2015WKeWKchfbcXchfbi 3.7 2

14 SpeciationKofKtechnetiumKperoxoKcomplexesKinKsulfuricKacidKrevisitedZKJournalloflRadioanalyticallandl
NuclearlChemistryWK2015WKc]cWKaafcXaafg 1.5 2

13 OnKtheKstructureKofK˛†XmolybdenumKdichlorideZKInorganiclChemistryWK2012WKeaWKdifeXga 5.1 2

12 vffectKofKvxcessKαgKtoKtontrolKtorrosionKinKαoltenKαgtlbKandKKtlKvutecticKSaltKαixtureZKCorrosionl
ScienceWK2021WKa]iiad 6.8 2

11 ZirconiumKtetrachlorideKrevisitedZKActalCrystallographicalSectionlC,lStructurallChemistryWK2018WKgdWKc]gXcaa0.8 2

10 ZirconiumKchlorideKmolecularKspecieskKcombiningKelectronKimpactKmassKspectrometryKandKfirstK
principlesKcalculationsZKSNlAppliedlSciencesWK2019WKaWKa 1.8 1

9
XXrayKtrystallographicKandKwirstXPrinciplesKTheoreticalKStudiesKofKKb[TcOtle]KandKUV[VisK
znvestigationKofKtheK[TcOtle]bâ��KandK[TcOtld]â��KzonsZKEuropeanlJournalloflInorganiclChemistryWK2013WK
b]acWKa]igXaa]d

2.3 1

8 zonizationKandKcaptureKinKwaterkKaKmultiXdifferentialKcrossKsectionsKstudyZKJournalloflPhysics:l
ConferencelSeriesWK2012WKchhWKa]b]]c 0.3 1

7 RadionuclideKincorporationKinKnegativeKthermalKexpansionK˛–XZrSWOdTbkKrKdensityKfunctionalKtheoryK
studyZKChemicallPhysicslLettersWK2020WKgddWKacgagb 2.5 1

6 ThermodynamicKpropertiesKofKmetaschoepiteKpredictedKfromKdensityKfunctionalKperturbationK
theoryZKChemicallPhysicslLettersWK2020WKgegWKacghgh 2.5 0

5 vnergeticsKofKSnbVKisomorphicKsubstitutionKintoKhydroxylapatitekKfirstXprinciplesKpredictionsZKRSCl
AdvancesWK2016WKfWKa]gbhfXa]gbib 3.7 0

4 WorkerKexposureKforKatXreactorKmanagementKofKspentKnuclearKfuelZKRadiationlProtectionlDosimetryWK
2013WKaefWKchfXic 0.9 0
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3
vlucidatingKStructureâ��SpectralKPropertyKRelationshipsKofKβegativeKThermalKvxpansionK
ZrbSWOdTSPOdTbkKrKwirstXPrinciplesKStudyKwithKvxperimentalKValidationZKJournalloflPhysicall
ChemistrylCWK2019WKabcWKbaf]gXbafaf

3.8

2 zonXinducedKionizationKandKcaptureKcrossKsectionsKforKuβrKnucleobasesKimpactedKbyKlightKionsZK
JournalloflPhysics:lConferencelSeriesWK2012WKchhWKa]b]]d 0.3

1 rugerKelectronKemissionKinKprotonXinducedKinteractionsKinKlivingKmatterkKrKTz₂urXVKαonteKtarloK
trackingZKX-RaylSpectrometryWK2020WKdiWKieXih 0.9
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