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k Paper IF Citations

89 WaterJstructuresJonJ·bR[ZZSJandJR[[[SJsurfaceJstudiedJwithJtheJxnterfaceJforceJfieldXJAppliedm
SurfacemScienceVJ2022VJcfgVJ[c]faf 6.7 1

88 vammaJradiolyticJstabilityJofJtheJnovelJmodifiedJdiglycolamideJ]V]QWoxybisRVWdidecylpropanamideSJ
RmηssvpSJforJgroupedJactinideJextractionXXJRSCmAdvancesVJ2022VJ[]VJ[]b[dW[]b]d 3.7 1

87  onaziteWηypeJ−m·ObJasJ·otentialJNuclearJWasteJuormhJxnsightsJintoJ₂adiationJtffectsJfromJ
xonWqeamJxrradiationJandJptomisticJ−imulationsXJMaterialsVJ2022VJ[cVJabab 3.5 0

86 ·yrochloreJrompoundsJuromJptomisticJ−imulationsXJFrontiersminmChemistryVJ2021VJgVJeaaa][ 5 0

85 ηheJ−tructureJofJtheJtlectricJsoubleJ–ayerJofJtheJ·roticJxonicJ–iquidJ[sema][ηfO]JpnalyzedJbyJ
ptomicJuorceJ−pectroscopyXJInternationalmJournalmofmMolecularmSciencesVJ2021VJ]]VJ 6.3 1

84 tlectrodeJandJtlectrolyteJ aterialsJuromJptomisticJ−imulationshJ·ropertiesJofJ–ixut·ObJtlectrodeJ
andJZirconWqasedJxonicJronductorsXJFrontiersminmEnergymResearchVJ2021VJgVJ 3.8 1

83 ·ropertiesJofJirradiatedJsodiumJborosilicateJglassesJfromJexperimentJandJatomisticJsimulationsXJ
JournalmofmthemAmericanmCeramicmSocietyVJ2021VJ[ZbVJbbegWbbg[ 3.8 1

82 pchievingJandJ−tabilizingJUranylJqendingJviaJ·hysicalJ·ressureXJInorganicmChemistryVJ2021VJdZVJfb[gWfb]]5.1 0

81 xonJdistributionJmodelsJforJdefectJfluoriteJZrO]JWJpO[XcJRpJlJ–nVJYSJsolidJsolutionshJxXJ₂elationshipJ
betweenJlatticeJparameterJandJcompositionXJActamMaterialiaVJ2021VJ]Z]VJggW[[[ 8.4 10

80 ηiltingJandJsistortionJinJ₂utileW₂elatedJ ixedJ etalJηernaryJUraniumJOxideshJpJ−tructuralVJ
−pectroscopicVJandJηheoreticalJxnvestigationXJInorganicmChemistryVJ2021VJdZVJ]]bdW]]dZ 5.1 5

79 ·ropertiesJofJtheJ·tR[[[SYelectrolyteJelectrochemicalJinterfaceJstudiedJwithJaJhybridJsuηWsolvationJ
approachXJJournalmofmPhysicsmCondensedmMatterVJ2021VJaaVJ 1.8 6

78 seprotonationJandJrationJpdsorptionJonJtheJNiOOwYWaterJxnterfacehJpJvrandWranonicalJ
uirstW·rinciplesJxnvestigationXJElectrochimicamActaVJ2021VJ[ag]ca 6.7 1

77 ₂esearchJforJtheJ−afeJ anagementJofJNuclearJWasteJatJuorschungszentrumJyˆ…lichhJ aterialsJ
rhemistryJandJ−olidJ−olutionJpspectsXJAdvancedmEngineeringmMaterialsVJ2020VJ]]VJ[gZ[b[e 3.5 6

76  odelingJofJNuclearJWasteJuormshJ−tateWofWtheWprtJandJ·erspectivesXJMRSmAdvancesVJ2020VJcVJ][aW]]] 0.7

75 xnsightsJintoJtheJfabricationJandJstructureJofJplutoniumJpyrochloresXJJournalmofmMaterialsmChemistrym
AVJ2020VJfVJ]afeW]bZa 13 10

74 ηheJU]JoxidationJstateJofJrrJincorporatedJintoJtheJcrystalJlatticeJofJUO]XJCommunicationsmMaterialsVJ
2020VJ[VJ 6 6

73 uormationJenthalpyJofJ–n]q]OeWtypeJRqlηiV−nVwfVZrSJcompoundsXJScriptamMaterialiaVJ2020VJ[fgVJeW[Z 5.6 6
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72 tlasticJandJthermalJparametersJofJlanthanideWorthophosphateJR–n·ObSJceramicsJfromJatomisticJ
simulationsXJJournalmofmthemEuropeanmCeramicmSocietyVJ2019VJagVJb]dbWb]eb 6 1

71 ppplicationJofJlayeredJdoubleJhydroxidesJforJggηcJremediationXJAppliedmClaymScienceVJ2019VJ[edVJ[W[Z 5.2 7

70 ₂areWtarthJOrthophosphatesJuromJptomisticJ−imulationsXJFrontiersminmChemistryVJ2019VJeVJ[ge 5 9

69
rontrollingJOxygenJsefectJuormationJandJxtsJtffectJonJ₂eversibleJ−ymmetryJ–oweringJandJ
sisorderWtoWOrderJ·haseJηransformationsJinJNonstoichiometricJηernaryJUraniumJOxidesXJInorganicm
ChemistryVJ2019VJcfVJd[baWd[cb

5.1 9

68
UnprecedentedJxnversionJofJ−electivityJandJtxtraordinaryJsifferenceJinJtheJromplexationJofJ
ηrivalentJfJtlementsJbyJsiastereomersJofJaJ ethylatedJsiglycolamideXJChemistrym-mAmEuropeanm
JournalVJ2019VJ]cVJccZeWcc[a

4.8 14

67 pmericiumJincorporationJintoJstudtitehJaJtheoreticalJandJexperimentalJstudyXJDaltonmTransactionsVJ
2019VJbfVJ[aZceW[aZda 4.3 3

66 pnJexperimentalJcalorimetricJandJaJsuηJUJUJstudyJofJtheJthermodynamicJpropertiesJofJ
rsbUO]bWOcW]OfO]JandJrsb[UO]eWOcaOa]XJJournalmofmChemicalmThermodynamicsVJ2019VJ[agVJ[Zcfea2.9 2

65
sehydrationJofJtheJUranylJ·eroxideJ−tudtiteVJ[UOR˛•WOSRwOS]´•]wOVJpffordsJaJsrasticJrhangeJinJtheJ
tlectronicJ−tructurehJpJrombinedJXWrayJ−pectroscopicJandJηheoreticalJpnalysisXJInorganicmChemistryVJ
2018VJceVJ[eacW[eba

5.1 21

64
UnexpectedJrrystallographicJ·haseJηransformationJinJNonstoichiometricJ−rUOhJ₂eversibleJOxygenJ
sefectJOrderingJandJ−ymmetryJ–oweringJwithJxncreasingJηemperatureXJInorganicmChemistryVJ2018VJ
ceVJcgbfWcgcf

5.1 13

63 UptakeJofJ]]d₂aJinJcementitiousJsystemshJpJcomplementaryJsolutionJchemistryJandJatomisticJ
simulationJstudyXJAppliedmGeochemistryVJ2018VJgdVJ]ZbW][d 3.5 13

62 ηrendsJinJtheJvalenceJbandJelectronicJstructuresJofJmixedJuraniumJoxidesXJChemicalm
CommunicationsVJ2018VJcbVJgeceWgedZ 5.8 15

61 tnergeticsJofJdefectsJformationJandJoxygenJmigrationJinJpyrochloreJcompoundsJfromJfirstJ
principlesJcalculationsXJJournalmofmNuclearmMaterialsVJ2018VJcZcVJ]ccW]d[ 3.3 15

60 qoronJxsotopeJuractionationJpmongJVaporâ��–iquidsâ��−olidsâ�� eltshJtxperimentsJandJptomisticJ
 odelingXJAdvancesminmIsotopemGeochemistryVJ2018VJaaWdg 1.2 14

59 pJ−pectroscopicJandJromputationalJ−tudyJofJrmJxncorporationJinJ–anthanideJ·hosphateJ
₂habdophaneJR–n·O´•ZXdewOSJandJ onaziteJR–n·OSXJInorganicmChemistryVJ2018VJceVJd]c]Wd]dc 5.1 11

58 ·robingJstructuralJhomogeneityJofJ–aJ[WxJvdJxJ·OJbJmonaziteWtypeJsolidJsolutionsJbyJcombinedJ
spectroscopicJandJcomputationalJstudiesXJJournalmofmNuclearmMaterialsVJ2017VJbfdVJ[bfW[ce 3.3 18

57 rationWsependentJ−tructuralJtvolutionJinJp]ηhRηVObS]RpJlJ–iVJNaVJzVJ₂bVJrsiJηJlJ·JandJpsSJ−eriesXJ
CrystalmGrowthmandmDesignVJ2017VJ[eVJ[aagW[abd 3.5 7

56 ηowardsJ₂eliableJ odelingJofJrhallengingfJtlectronsJqearingJ aterialshJtxperienceJfromJ odelingJ
ofJNuclearJ aterialsXJMRSmAdvancesVJ2017VJ]VJbg[Wbge 0.7 7

55 rompositionJdependentJorderWdisorderJtransitionJinJNdJZr[â��O]â��ZXcJpyrochloreshJpJcombinedJ
structuralVJcalorimetricJandJabJinitioJmodelingJstudyXJActamMaterialiaVJ2017VJ[]cVJ[ddW[ed 8.4 26
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54 –argeJ−caleJ−imulationJofJNuclearJWasteJ aterialsXJEnergymProcediaVJ2017VJ[]eVJb[dWb]b 2.3 8

53 NewJinsightsJintoJphosphateJbasedJmaterialsJforJtheJimmobilisationJofJactinidesXJRadiochimicamActaVJ
2017VJ[ZcVJgd[Wgfb 1.9 37

52 ·ressureJsistortionJofJtheJw]â��weJrollisionWinducedJpbsorptionJatJtheJ·hotosphereJofJroolJWhiteJ
swarfJ−tarsXJAstrophysicalmJournalVJ2017VJfbfVJad 4.7 18

51 weatJcapacitiesJofJxenotimeWtypeJceramicshJpnJaccurateJabJinitioJpredictionXJJournalmofmNuclearm
MaterialsVJ2017VJbgbVJ[e]W[f[ 3.3 12

50 −imulationJofJceramicJmaterialsJrelevantJforJnuclearJwasteJmanagementhJraseJofJ–a[â��tuJ·ObJsolidJ
solutionXJNuclearmInstrumentsmtmMethodsminmPhysicsmResearchmBVJ2017VJagaVJdfWe] 1.2 13

49 ptomisticJmodelingJandJexperimentalJstudiesJofJradiationJdamageJinJmonaziteWtypeJ–a·ObJ
ceramicsXJNuclearmInstrumentsmtmMethodsminmPhysicsmResearchmBVJ2017VJagaVJcbWcf 1.2 21

48 ηhermochemistryJofJ–a[â��x–nx·ObWmonazitesJR–nlJvdVJtuSXJJournalmofmChemicalmThermodynamicsVJ
2017VJ[ZcVJagdWbZa 2.9 31

47 txperimentalJandJηheoreticalJtvidenceJforJ−urfaceWxnducedJrarbonJandJNitrogenJuractionationJ
duringJsiamondJrrystallizationJatJwighJηemperaturesJandJwighJ·ressuresXJCrystalsVJ2017VJeVJ[gZ 2.3 6

46 NonstoichiometryJinJ−trontiumJUraniumJOxidehJUnderstandingJtheJ₂hombohedralWOrthorhombicJ
ηransitionJinJ−rUObXJInorganicmChemistryVJ2016VJccVJga]gWab 5.1 18

45 ptomisticJ−imulationsJofJreramicJ aterialsJ₂elevantJforJNuclearJWasteJ anagementhJrasesJofJ
 onazlteJandJ·yrochloreXJCeramicmTransactionsVJ2016VJ[dcW[ec 0.1 10

44 suη´ U´ JUJasJaJreliableJmethodJforJefficientJabJinitioJcalculationsJofJnuclearJmaterialsXJProgressminm
NuclearmEnergyVJ2016VJg]VJ[b]W[bd 2.3 23

43 pdsorbateWinducedJliftingJofJsubstrateJrelaxationJisJaJgeneralJmechanismJgoverningJtitaniaJsurfaceJ
chemistryXJNaturemCommunicationsVJ2016VJeVJ[]fff 17.4 18

42
viantJVolumeJrhangeJandJηopologicalJvapsJinJηemperatureWJandJ·ressureWxnducedJ·haseJ
ηransitionshJtxperimentalJandJromputationalJ−tudyJofJηh o]JOfXJChemistrym-mAmEuropeanmJournalVJ
2016VJ]]VJgbdWcf

4.8 6

41 ₂elationshipJbetweenJtheJthermodynamicJexcessJpropertiesJofJmixingJandJtheJelasticJmoduliJinJtheJ
monaziteWtypeJceramicsXJJournalmofmthemEuropeanmCeramicmSocietyVJ2016VJadVJ]ZgaW]Zgd 6 28

40 ueasibleJandJ₂eliableJpqJxnitioJppproachJtoJromputationJofJ aterialsJ₂elevantJforJNuclearJWasteJ
 anagementXJCeramicmTransactionsVJ2016VJ]ZcW][e 0.1 6

39 sefectJformationJenergiesJinJp]q]OeJpyrochloresXJScriptamMaterialiaVJ2015VJ[ZeVJ[fW][ 5.6 53

38 weatJcapacitiesJofJlanthanideJandJactinideJmonaziteWtypeJceramicsXJJournalmofmNuclearmMaterialsVJ
2015VJbdbVJ[beW[cb 3.3 31

37 ·erformanceJofJsuηUUJmethodJforJpredictionJofJstructuralJandJthermodynamicJparametersJofJ
monaziteWtypeJceramicsXJJournalmofmComputationalmChemistryVJ2014VJacVJ[aagWbd 3.5 43
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36 pbJinitioJcalculationJofJexcessJpropertiesJofJ–a[â��xR–nVpnSx·ObJsolidJsolutionsXJJournalmofmSolidmStatem
ChemistryVJ2014VJ]]ZVJ[aeW[b[ 3.3 45

35 qenchmarkingJtheJsuηUUJmethodJforJthermochemicalJcalculationsJofJuraniumJmolecularJ
compoundsJandJsolidsXJJournalmofmPhysicalmChemistrymAVJ2014VJ[[fVJ[[egeWf[Z 2.8 49

34 ηheoreticalJppproachesJtoJ−tructureJandJ−pectroscopyJofJtarthJ aterialsXJReviewsminmMineralogym
andmGeochemistryVJ2014VJefVJdg[Weba 7.1 33

33
wighlyJdistortedJuranylJionJcoordinationJandJoneYtwoWdimensionalJstructuralJrelationshipJinJtheJ
qa][UO]RηObS]]JRηJlJ·VJpsSJsystemhJanJexperimentalJandJcomputationalJstudyXJInorganicmChemistryVJ
2014VJcaVJedcZWdZ

5.1 17

32 ·olarimetryJasJaJtoolJtoJfindJandJcharacteriseJhabitableJplanetsJorbitingJwhiteJdwarfsXJProceedingsm
ofmthemInternationalmAstronomicalmUnionVJ2014VJ[ZVJa]cWaa] 0.1 2

31 xnfraredJabsorptionJofJdenseJheliumJandJitsJimportanceJinJtheJatmospheresJofJcoolJwhiteJdwarfsXJ
AstronomymandmAstrophysicsVJ2014VJcddVJ–f 5.1 10

30
pJNtWJOrrU₂₂tNrtJOuJηwtJqO₂O−x–xrpηtJ−t₂tNsxqxηtJxNJηOU₂ p–xNtWqtp₂xNvJ
rp–rW−x–xrpηtJ₂Orz−VJ·O₂ηpvtWsUWuO₂ηJ p₂q–tVJv₂tNVx––tJ·₂OVxNrtVJüUtqtrhJtVO–UηxONJ
OuJqO₂ONJx−OηO·tJpNsJηOU₂ p–xNtJrO ·O−xηxON−JxNJpJ tηp O₂·wxrJrONηtXηXJCanadianm
MineralogistVJ2014VJc]VJcgcWd[d

0.7 4

29 [eXJηheoreticalJppproachesJtoJ−tructureJandJ−pectroscopyJofJtarthJ aterialsJ2014VJdg[Webb 1

28 Ntp₂WUVJpq−O₂·ηxONJxNJVt₂YJrOO–JspJWwxηtJsWp₂u−XJAstrophysicalmJournalVJ2014VJegZVJcZ 4.7 6

27 vaiaphotometryJforJwhiteJdwarfsXJAstronomymandmAstrophysicsVJ2014VJcdcVJp[[ 5.1 40

26 VibrationalJpropertiesJofJsilicaJspeciesJinJ gOâ��−iO]JglassesJobtainedJfromJabJinitioJmolecularJ
dynamicsXJChemicalmGeologyVJ2013VJabdVJ]]Waa 4.2 23

25
qoronJisotopicJcompositionJofJtourmalineVJprismatineVJandJgrandidieriteJfromJgranuliteJfaciesJ
paragneissesJinJtheJ–arsemannJwillsVJ·rydzJqayVJtastJpntarcticahJtvidenceJforJaJnonWmarineJ
evaporiteJsourceXJGeochimicamEtmCosmochimicamActaVJ2013VJ[]aVJ]d[W]fa

5.5 30

24 pbJinitioJpredictionJofJequilibriumJboronJisotopeJfractionationJbetweenJmineralsJandJaqueousJ
fluidsJatJhighJ·JandJηXJGeochimicamEtmCosmochimicamActaVJ2013VJ[Z[VJ]fcWaZ[ 5.5 64

23 [[â��[]JvyrJoldJwhiteJdwarfsJaZJpcJawayXJMonthlymNoticesmofmthemRoyalmAstronomicalmSociety:mLettersVJ
2012VJb]aVJ–[a]W–[ad 4.3 21

22 ηwtJ−·trη₂U JOuJηwtJ₂trYr–tsJ·−₂JyZbaeâ��be[cJpNsJxη−JWwxηtJsWp₂uJrO ·pNxONXJ
AstrophysicalmJournalVJ2012VJebdVJd 4.7 51

21 VibrationalJmodeJfrequenciesJofJwb−iObVJsb−iObVJwd−i]OeVJandJwd−iaOgJinJaqueousJenvironmentVJ
obtainedJfromJabJinitioJmolecularJdynamicsXJJournalmofmChemicalmPhysicsVJ2012VJ[aeVJ[dbcZd 3.9 14

20 ηwtJwpqxηpqx–xηYJpNsJstηtrηxONJOuJtp₂ηwW–xztJ·–pNtη−JO₂qxηxNvJrOO–JWwxηtJsWp₂u−XJ
AstrophysicalmJournalmLettersVJ2012VJeceVJ–[c 7.9 35

19 ·redictionJofJequilibriumJ–iJisotopeJfractionationJbetweenJmineralsJandJaqueousJsolutionsJatJhighJ
·JandJηhJpnJefficientJabJinitioJapproachXJGeochimicamEtmCosmochimicamActaVJ2011VJecVJd[[]Wd[]a 5.5 55

(2011-2014)
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18 xdealVJdefectiveVJandJgoldWpromotedJrutileJηiO]R[[ZSJsurfacesJinteractingJwithJrOVJw]VJandJw]OhJ
−tructuresVJenergiesVJthermodynamicsVJandJdynamicsJfromJ·qtUUXJPhysicalmReviewmBVJ2011VJfbVJ 3.3 51

17 rhargeJlocalizationJdynamicsJinducedJbyJoxygenJvacanciesJonJtheJηiOâ��R[[ZSJsurfaceXJPhysicalmReviewm
LettersVJ2010VJ[ZcVJ[bdbZc 7.4 178

16 Vx−xηO₂−Ju₂O JηwtJwp–OhJ[[JvyrJO–sJWwxηtJsWp₂u−JxNJηwtJ−O–p₂JNtxvwqO₂wOOsXJ
AstrophysicalmJournalmLettersVJ2010VJe[cVJ–][W–]c 7.9 25

15 ηheJoriginJofJpeculiarJmolecularJbandsJinJcoolJsüJwhiteJdwarfsXJAstronomymandmAstrophysicsVJ2010VJ
c[gVJ–f 5.1 25

14 pJ–p₂vtJ−ηt––p₂JtVO–UηxONJspηpqp−tJuO₂J·O·U–pηxONJ−YNηwt−x−J−ηUsxt−XJVxXJWwxηtJ
sWp₂uJrOO–xNvJ−tüUtNrt−XJAstrophysicalmJournalVJ2010VJe[dVJ[]b[W[]c[ 4.7 79

13 pJNtp₂WxNu₂p₂tsJ−·trη₂O−rO·xrJ−U₂VtYJOuJrOO–JWwxηtJsWp₂u−JxNJηwtJ−–OpNJsxvxηp–J
−zYJ−U₂VtYXJAstronomicalmJournalVJ2009VJ[afVJ[Z]W[Zg 4.9 13

12 uormationJofJweaklyJboundVJorderedJadlayersJofJrOJonJrutileJηiO]R[[ZShJaJcombinedJexperimentalJ
andJtheoreticalJstudyXJJournalmofmChemicalmPhysicsVJ2009VJ[aZVJ[bbeZa 3.9 38

11 rompositionVJstructureVJandJstabilityJofJtheJrutileJηiO]R[[ZSJsurfacehJOxygenJdepletionVJ
hydroxylationVJhydrogenJmigrationVJandJwaterJadsorptionXJPhysicalmReviewmBVJ2009VJegVJ 3.3 203

10 −·xηZt₂Oq−t₂VpηxON−JOuJηwtJO–st−ηJWwxηtJsWp₂u−JxNJηwtJ−O–p₂JNtxvwqO₂wOOsXJ
AstrophysicalmJournalVJ2009VJdgdVJ]ZgbW][Za 4.7 24

9 pJNtp₂qYJO–sJwp–OJWwxηtJsWp₂uJrpNsxspηtJu₂O JηwtJ−–OpNJsxvxηp–J−zYJ−U₂VtYXJ
AstronomicalmJournalVJ2008VJ[adVJedWf] 4.9 23

8 ηheJuirstJ idWxnfraredJ−pectraJofJroolJWhiteJswarfsXJAstrophysicalmJournalVJ2008VJdefVJ[]gfW[aZa 4.7 10

7 tquationJofJstateJandJopticalJpropertiesJofJwarmJdenseJheliumXJPhysicalmReviewmBVJ2007VJedVJ 3.3 54

6 weJronductivityJinJroolJWhiteJswarfJptmospheresXJAstrophysicsmandmSpacemScienceVJ2007VJaZeVJ]eaW]ee 1.6 5

5 WhiteJdwarfJatmosphereJmodelsJwithJ–yWalphaJopacityJinJtheJanalysisJofJtheJwhiteJdwarfJcoolingJ
sequenceJofJNvrJdageXJAstronomymandmAstrophysicsVJ2007VJbebVJbg[Wbgb 5.1 12

4 OnJtheJsissociationJtquilibriumJofJw]inJVeryJroolVJweliumWrichJWhiteJswarfJptmospheresXJ
AstrophysicalmJournalVJ2006VJdb[VJbffWbga 4.7 24

3 uoundhJηheJ issingJqlueJOpacityJinJptmosphereJ odelsJofJroolJwydrogenJWhiteJswarfsXJ
AstrophysicalmJournalVJ2006VJdc[VJ–[aeW–[bZ 4.7 209

2 ηheJ·seudocontinuumJqoundWureeJOpacityJofJwydrogenJandJxtsJxmportanceJinJroolJWhiteJswarfJ
ptmospheresXJAstrophysicalmJournalVJ2006VJdc[VJ[[]ZW[[]c 4.7 11

1 ₂adiativeJηransferJinJtheJ₂efractiveJptmospheresJofJVeryJroolJWhiteJswarfsXJAstrophysicalmJournalVJ
2004VJdZeVJgeZWgf[ 4.7 31
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