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}ropμrtiμsfG“hμGoasμGoπGusoUsGπorGnilivμrκinGinG}rotμinUxikμGqnvironmμntVGJournaliofiChemicaliTheoryi
andiComputationTG2011TGcTGZY[UZZ
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120
SηalarGRμlativistiηGoomputationsGoπGzuηlμarGyaσnμtiηGShiμlκinσGanκGσUShiπtsGwithGthμGZμrothU{rκμrG
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TheoryiandiComputationTG2011TGcTG[ZcdUeZ

6.4 38
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μlμηtroηhμmiηalGanκGspμηtroμlμηtroηhμmiηalGstuκyVGDaltoniTransactionsTG2011TG]XTGeeZaU[] 4.3 23
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114
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struηturμsVGInorganiciChemistryTG2012TGaYTGde[YU]Y 5.1 36
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ηontaininσGsystμmsVG2012TGY]TGYXbeXUcX] 18
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2.3 20
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95 pinuηlμarGmμtalloraκiηalsGπμaturinσGunsupportμκGmμtalUmμtalGαonκsVG2012TGaYTGd[bYU] 15

94
—UrayGaαsorptionGspμηtrosηopiηTGηrystalloσraphiηTGthμorμtiηalGPpr“QGanκGηhμmiηalGμviκμnημGπorGaG
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93 yolμηularGqlμηtriηTGyaσnμtiηTGanκG{ptiηalG}ropμrtiμsVG2012TG[bYU]]Y 13

92 q}RGoπGrrμμGRaκiηalsGinGSoliκsGuVGProgressiiniTheoreticaliChemistryiandiPhysicsTG2013TG 0.6 7

91 qlμηtronG}aramaσnμtiηGRμsonanημVG2013TG[aeU[dX 3

90
SynthμsisGanκGqlμηtroniηGStruηturμGoπGpissymmμtriηalTGzaphthalμnμUnriκσμκGSanκwiηhGoomplμxμsG
[opkrμP˛…UoYXtdQyopRöxGPxGiGXTGSYgGyGiGrμTGRugGopkGiG˛•aUoatZUYTZT]Utnu[gGopRGiG˛•aUoayμaQVG
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3.8 15

89 qlμηtronGspinGrμsonanημGparamμtμrsGoπGηationGvaηanηiμsGinGtinGκioxiκμGκopμκGwithGπluorinμGanκG
hyκroσμnVG2013TGYY]TGY][eXc 7

88
•ariationalGvμrsusG}μrturαationalG“rμatmμntGoπGSpinU{rαitGoouplinσGinGRμlativistiηGpμnsityG
runηtionalGoalηulationsGoπGqlμηtroniηGσGraηtorsfGqππμηtsGπromGSpinU}olarizationGanκGqxaηtGqxηhanσμVG
JournaliofiChemicaliTheoryiandiComputationTG2013TGeTGYXaZUbc

6.4 42

87 mαGunitioGanκGpμnsityGrunηtionalGoalηulationsGoπGqlμηtroniηGσU“μnsorsGπorG{rσaniηGRaκiηalsVGProgressi
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85
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pouσlasUwrollUtμssGtransπormationVGJournaliofiChemicaliPhysicsTG2013TGY[dTGYX]YXZ
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84 mGπullyGvariationalGspinUorαitGηouplμκGηomplμtμGaηtivμGspaημGsμlπUηonsistμntGπiμlκGapproaηhfG
appliηationGtoGμlμηtronGparamaσnμtiηGrμsonanημGσUtμnsorsVGJournaliofiChemicaliPhysicsTG2013TGY[dTGYX]YY[3.9 82

83 Y]XGtWpGisotopomμrsGiκμntiπiμκGαyGlonσUranσμGzyRGhypμrπinμGshiπtsGinGruthμniumPuuuQGamminμG
ηomplμxμsVGtypμrηonjuσationGinGRuUzt[GαonκinσVGInorganiciChemistryTG2013TGaZTGcZdXUe] 5.1 2

82
RμlativistiηGpμnsityGrunηtionalGoalηulationsGoπGtypμrπinμGoouplinσGwithG•ariationalGvμrsusG
}μrturαationalG“rμatmμntGoπGSpinU{rαitGoouplinσVGJournaliofiChemicaliTheoryiandiComputationTG
2013TGeTGYe[ZU]d
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81 oorrμlatμκGπourUηomponμntGq}RGσUtμnsorsGπorGκouαlμtGmolμηulμsVGJournaliofiChemicaliPhysicsTG2013TG
Y[dTGZY]YXb 3.9 17

80 SynthμsisGanκGoharaηtμrizationGoπGRμκoxUmηtivμGyononuηlμarGrμP˛”ZUκppμQP˛•aUoayμaQU“μrminatμκG
ˇ�UoonjuσatμκG–irμsVGOrganometallicsTG2013TG[ZTG][bbU][dY 3.8 16

79 VG2014TG 32

78 unηrμasinσGthμGappliηaαilityGoπGκμnsityGπunηtionalGthμoryVGu•VGoonsμquμnημsGoπGionizationUpotμntialG
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77 yolμηularGstruηturμGanκGspμηtraGoπGtitaniumGanκGvanaκiumGtriπluoriκμsfGoomplμtμGαasisGsμtGooSpP“QG
stuκyVG2014TGddTGdaUe[ 2

76
RuuuP˛–UκiiminμQGorGRuuuuP˛–Uκiiminμ´•â��QkGStruηturalTGSpμηtrosηopiηTGanκG“hμorμtiηalGqviκμnημGπorGthμG
StaαilizationGoπGaG}rominμntGyμtalUtoUxiσanκGoharσμU“ransπμrGqxηitμκUStatμGoonπiσurationGinGthμG
srounκGStatμVGEuropeaniJournaliofiInorganiciChemistryTG2014TGZXY]TGYYXUYYe

2.3 23

75 RμlativistiηGηalηulationsGoπGmaσnμtiηGrμsonanημGparamμtμrsfGαaηkσrounκGanκGsomμGrμημntG
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73
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72 mnalytiηGμnμrσyGκμrivativμsGinGrμlativistiηGquantumGηhμmistryVGInternationaliJournaliofiQuantumi
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67 yaσnμtiηGpropμrtiμsGanκGμlμηtroniηGstruηturμGoπGnμptunylP•uQGηomplμxμsfGwavμπunηtionsTGorαitalsTG
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propμrtiμsGoπGiriκiumG}z}GpinημrUtypμGηomplμxμsVGRSCiAdvancesTG2015TGaTGd][YYUd][ZX 3.7
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ChemicaliTheoryiandiComputationTG2016TGYZTGaddYUade] 6.4 26
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2017TG[bTG[YdeU[Yed 3.8 9
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ChemicaliScienceTG2018TGeTGbZeZUb[Xb 9.4 12

37
nrokμnGSymmμtryGmpproaηhGtoGyaσnμtiηG}ropμrtiμsGoπG{liσonuηlμarG“ransitionUyμtalGoomplμxμsfG
mppliηationGtoGtypμrπinμG“μnsorsGoπGyixμκU•alμnημGyanσanμsμGoompounκsVGJournaliofiPhysicali
ChemistryiCTG2019TGYZ[TGccYcUcc[X

3.8 6

36
}roαinσGthμGxoηalGyaσnμtiηGStruηturμGoπGthμG[rμGP“pQPozQGöGnuilκinσGnloηkG•iaGSoliκUStatμGzyRG
SpμηtrosηopyTG}olarizμκGzμutronGpiππraηtionTGanκGrirstU}rinηiplμGoalηulationsVGChemistryi-iAi
EuropeaniJournalTG2019TGZaTGYZYZXUYZY[b

4.8 6

35 xinμarGanκGsuαlinμarGsηalinσGηomputationGoπGthμGμlμηtroniηGσUtμnsorGatGthμGκμnsityGπunηtionalGthμoryG
lμvμlVGJournaliofiChemicaliPhysicsTG2019TGYaXTGXZ]YX] 3.9 2

34
pμnsityGrunηtionalGoalηulationsGoπGqlμηtronG}aramaσnμtiηGRμsonanημGσUGanκGtypμrπinμUoouplinσG
“μnsorsG”sinσGthμGqxaηtG“woUoomponμntGP—ZoQG“ransπormationGanκGqππiηiμntGmpproximationsGtoG
thμG“woUqlμηtronGSpinU{rαitG“μrmsVGJournaliofiPhysicaliChemistryiATG2019TGYZ[TGabbXUabcZ

2.8 11

33
mnisotropiηGyaσnμtiηGSpinGuntμraηtionsGoπG“ransitionGyμtalGoomplμxμsGanκGyμtalloμnzymμsGπromG
SpμηtrosηopyGanκG†uantumGohμmistryVGChallengesiandiAdvancesiiniComputationaliChemistryiandi
PhysicsTG2019TG[aUb]

0.7

32 “rinuηlμarGηoppμrPuuQGαromiκμGηomplμxG[o[taz[nröZn[ou[nrdönVGStruηturμTGmaσnμtiηGpropμrtiμsG
anκGpr“GηalηulationsVGNewiJournaliofiChemistryTG2019TG][TGYdZX[UYdZXe 3.6 2

31 yolμηularGstruηturμsGoπGniηkμlGaκκuηtsGinGzμolitμsGâ��GuntμrprμtationGoπGμxpμrimμntalGq}RGσUtμnsorsG
σuiκμκGαyGpr“GηalηulationsVGJournaliofiMoleculariStructureTG2019TGYYdXTGca]Ucb[ 3.4 7

30 oalηulationGoπGthμGq}RGσUtμnsorGπromGauxiliaryGκμnsityGπunηtionalGthμoryVGJournaliofiChemicaliPhysics
TG2020TGYaZTGXY]YXa 3.9

29
mGStμriηallyGtinκμrμκGpμrivativμGoπGZTYT[UnμnzotμlluraκiazolμfGmG–ayGtoGthμGrirstGStruηturallyG
oharaηtμrisμκGyonomμriηG“μlluriumUzitroσμnGRaκiηalGmnionVGChemistryi-iAiEuropeaniJournalTG2020TG
ZbTGY]bddUY]bee

4.8 4

28 pouαlμUhyαriκGκμnsityGπunηtionalGthμoryGπorGσUtμnsorGηalηulationsGusinσGσauσμGinηluκinσGatomiηG
orαitalsVGJournaliofiChemicaliPhysicsTG2020TGYa[TGXa]YXa 3.9 5

27 mnalysisGoπGaGpiiminμU{rσanoniηkμlGRμκoxGSμriμsVGEuropeaniJournaliofiInorganiciChemistryTG2020TG
ZXZXTG[XYXU[XYa 2.3 1

26 qππμηtGoπGthμGspinUorαitGintμraηtionGoπGliσanκsGonGthμGparamμtμrsGoπGq}RGspμηtraGπorGaGsμriμsGoπG
nioαiumPu•QGηomplμxμsGoπGtransU[zα—]P{}}h[QZöGP—GiGolTGnrTGuQVGInorganicaiChimicaiActaTG2021TGaYaTGYZXXab2.7 1

25 StruηturμGanκGq}RGinvμstiσationGoπGouPuuQGαiπluoriκμGηomplμxμsGwithGzwittμrioniηG
zUhyκroxyimiκazolμGliσanκsVGInorganicaiChimicaiActaTG2021TGaYcTGYZXYdc 2.7 3

24 mηtivμGsitμGarηhitμηturμGrμvμalsGηoorκinationGsphμrμGπlμxiαilityGanκGspμηiπiηityGκμtμrminantsGinGaG
σroupGoπGηlosμlyGrμlatμκGmolyακoμnzymμsVGJournaliofiBiologicaliChemistryTG2021TGZebTGYXXbcZ 5.4 1

(2021-2018)

15



23 •ariaαlμGμlμηtroniηGstruηturμGanκGspinGκistriαutionGinGαisPZTZOUαipyriκinμQUmμtalGηomplμxμsGPyGiGRuG
orG{sQGoπG]TaUκioxiκoUGanκG]TaUκiimiκoUpyrμnμVGDaltoniTransactionsTG2021TGaXTG]YeYU]ZXY 4.3 1

22
“μmpμraturμGpμpμnκμnημGoπGtG}aramaσnμtiηGohμmiηalGShiπtsGinGmηtiniκμGoomplμxμsTGnμyonκG
nlμanμyOsG“hμoryfG“hμGmnG{GUpipiηoliniηGmηiκGoomplμxμsGPmnizpTG}uQGasGanGqxamplμVGChemistryi-iAi
EuropeaniJournalTG2021TGZcTGcY[dUcYa[

4.8 1

21 SolvμntGκμpμnκμntGoâ��tGnonκGStrμnσthGinGaGziηkμlG}inημrGoomplμxVGZeitschriftiFuriAnorganischeiUndi
AllgemeineiChemieTG2021TGb]cTGY]cdUY]da 1.3

20
mGtalomanσanatμsPuuQGwithG}T}OUpiprotonatμκGnisPZUpiphμnylphosphinophμnylQμthμrfG
–avμlμnσthUqxηitationGpμpμnκμnημGoπGthμG†uantumG iμlκGanκGRolμGoπGthμGzonUoovalμntG
untμraηtionsVGInternationaliJournaliofiMoleculariSciencesTG2021TGZZTG

6.3 3

19 mGαriσhtlyGμmissivμGhalomanσanatμsPuuQGwithGtriphμnylphosphoniumGηationfGSynthμsisTGluminμsημnημTG
anκGupUηonvμrsionGphμnomμnaVGDyesiandiPigmentsTG2021TGYebTGYXecdZ 4.6 2

18 untμrprμtationGanκGoalηulationGoπGSpinUtamiltonianG}aramμtμrsGinG“ransitionGyμtalGoomplμxμsVG[]aU]bb 39

17
RμlativistiηGqππμηtsGonGyaσnμtiηGRμsonanημG}aramμtμrsGanκG{thμrG}ropμrtiμsGoπGunorσaniηG
yolμηulμsGanκGyμtalGoomplμxμsVGChallengesiandiAdvancesiiniComputationaliChemistryiandiPhysicsTG
2010TGaZYUaed

0.7 15

16 typμrπinμGanκG†uaκrupolarGuntμraηtionsGinG•anaκylG}rotμinsGanκGyoκμlGoomplμxμsfG“hμoryGanκG
qxpμrimμntVGBiologicaliMagneticiResonanceTG2010TG[cYU]Xe 0.5 9

15 mnGunitioGanκGpμnsityGrunηtionalGoalηulationsGoπGqlμηtroniηGsU“μnsorsGπorG{rσaniηGRaκiηalsVGProgressi
iniTheoreticaliChemistryiandiPhysicsTG2003TGZbcU[XZ 0.6 10

14 yolμηularGqlμηtriηTGyaσnμtiηTGanκG{ptiηalG}ropμrtiμsVG2015TGYUec 2

13 †uantumGohμmiηalGoalηulationsGoπGyolμηularGsU“μnsorsGoπGnioloσiηalGRaκiηalsVG2003TGYYacUYYed 1

12 mprVG2003TGbccUbdX 2

11 ohaptμrG]f†uantumGohμmiηalGmpproaηhμsGtoGSpinUtamiltonianG}aramμtμrsVGElectroniParamagnetici
ResonanceTGc[Uea 1 13

10 yolμηularGintμrprμtationGoπGq}RGparamμtμrsGUGηomputationalGspμηtrosηopyGapproaηhμsVGElectroni
ParamagneticiResonanceTG2012TGZb]U[YY 1 6

9
ohaptμrGeVGqlμηtronGSpinGRμsonanημGπorGthμGpμtμηtionGoπG}aramaσnμtiηGSpμηiμsfGrromG
runκamμntalsGtoGoomputationalGyμthoκsGπorGSimulationGanκGuntμrprμtationVGRSCiTheoreticaliandi
ComputationaliChemistryiSeriesTG2020TG[[aU[bY

1.2

8 }hotoinκuημκGtransπormationGoπGPnu]zQZ[}tPz{[QböGηomplμxGinGthμGsoliκGstatμVGJournaliofi
PhotochemistryiandiPhotobiologyiA:iChemistryTG2022TG]ZcTGYY[cdd 4.7

7
†uasiURμlativistiηGoalηulationGoπGq}RG“μnsorsGwithGpμrivativμsGoπGthμGpμηouplinσG“ransπormationTG
sauσμUunηluκinσGmtomiηG{rαitalsTGanκGyaσnμtiηGnalanημVVGJournaliofiChemicaliTheoryiandi
ComputationTG2022TG

6.4 2

6 “hμGπourUηomponμntGpr“GmμthoκGπorGthμGηalηulationGoπGthμGq}RGσUtμnsorGusinσGaGrμstriηtμκG
maσnμtiηallyGαalanημκGαasisGanκGxonκonGatomiηGorαitalsVG 1

Citation Report

16



5
yanσanμsμPuuQGnromiκμGoompounκGwithGpiprotonatμκG
YUtyκroxyUZUPpyriκinUZUylQU]TaTbTcUtμtrahyκroαμnzimiκazolμfGpualGqmissionGanκGthμGqππμηtGoπG}rotonG
“ransπμrsVG2022TGYXTGZ]a

2

4 RμlativistiηGqππμηtsGonGyolμηularG}ropμrtiμsVG2023TG 0

3 ”nusualGSquarμG}yramiκalGohalηoσμniκμGyoaGolustμrGwithGnriκσinσG}yrazolatμUxiσanκsVG2023TGZ]TG[]]X 0

2 oalηulationGoπGmolμηularGσUtμnsorsGαyGsamplinσGspinGoriμntationsGoπGσμnμralisμκGtartrμμUroηkG
statμsVG2023TGYZYTG 0

1
mG“μtraioκomanσanatμPuuQGoompounκGwithG}T}kUpiprotonatμκG
nisPZUpiphμnylphosphinophμnylQqthμrGyaniπμstinσG”nμxpμηtμκGShortGxuminμsημnημGxiπμtimμVG2023TG
b]TG[edU]Xe

0

Citation Report

17


