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Stephan P A Sauer

10



45
nenchmarkingHdoublesUcorrectedHrandomUphaseHapproximationHmethodsHforHfrequencyHdependentH
polarizabilitiesfHmromaticHmoleculesHcalculatedHatHtheH“PmTHt“PmTH“PmPpQTHt“PmPpQTHandH”†PPmH
levelsVHJournalhofhChemicalhPhysicsTH2020THYaZTHZ[]YXY

3.9 7

44 •estHofHtheHvalidityHofHnraggâ��sHruleHforHmeanHexcitationHenergiesHofHsmallHmoleculesHandHionsVH
NuclearhInstrumentshohMethodshinhPhysicshResearchhBTH2019TH]]]THYYZUYYb 1.2 6

43
oommunicationfHxocalizedHmolecularHorbitalHanalysisHofHtheHeffectHofHelectronHcorrelationHonHtheH
anomalousHisotopeHeffectHinHtheHzy“HspinUspinHcouplingHconstantHinHmethaneVHJournalhofhChemicalh
PhysicsTH2014THY]YTHYaYYXY

3.9 6

42 mnalysisHofHtheHinteractionsHinHroorfPtZ†QHandHroorfPtZ†QZHcomplexesHthroughHtheHstudyHofHtheirH
indirectHspinâ��spinHcouplingHconstantsVHMolecularhPhysicsTH2018THYYbTHZ[ebUZ]Xa 1.7 6

41 yeanHexcitationHenergiesHofHsinglyHchargedHatomicHanionsHwithH≤Hâ�⁄HYdVHJournalhofhPhysicshB:hAtomicvh
MolecularhandhOpticalhPhysicsTH2019THaZTHXeaXX] 1.3 5

40 qnhancingHzy“H’uantumHoomputationHbyHqxploringHteavyHyetalHoomplexesHasHyultiqubitH
”ystemsfHmH•heoreticalHunvestigationVHJournalhofhPhysicalhChemistryhATH2020THYZ]TH]e]bU]eaa 2.8 5

39 oalculationHofHmeanHexcitationHenergiesVHAdvanceshinhQuantumhChemistryTH2019THdXTHZZaUZ]a 1.4 5

38 †ptimizingHtheH”tructureHofH•etracyanoplatinateHPuuQfHmHoomparisonHofH“elativisticHpensityH
runctionalH•heoryHyethodsVHCurrenthInorganichChemistryTH2014TH[THZY[UZYe 5

37 †nHtheHrelationHbetweenHtheHnonUadiabaticHvibrationalHreducedHmassHandHtheHelectricHdipoleH
momentHgradientHofHaHdiatomicHmoleculeVHTheoreticalhChemistryhAccountsTH2009THYZZTHY[cUY][ 1.9 5

36 mminoHmcidHyeanHqxcitationHqnergiesHandHpirectionalHpependenciesHfromHooreHandHnondH
oalculationsH2008TH 5

35 oalculationsHofHPolarizabilitiesHandH•heirHsradientsHforHqlectronHqnergyUxossH”pectroscopyVH
CollectionhofhCzechoslovakhChemicalhCommunicationsTH2008THc[THYaXeUYaZ] 5

34 •heHinfluenceHofHrelativisticHeffectsHonHnuclearHmagneticHresonanceHspinUspinHcouplingHconstantH
polarizabilitiesHofHtH†HTHtH”HTHtH”eHTHandHtH•eVHJournalhofhComputationalhChemistryTH2018TH[eTHZadeUZbXX 3.5 5

33 †nHtheH–seHofHxocallyHpenseHnasisH”etsHinHtheHoalculationHofHqP“HtyperfineHoouplingsfHmH”tudyHonH
yodelH”ystemsHforHnioUunorganicHreHandHooHoomplexesVHCurrenthInorganichChemistryTH2014TH[THZcXUZd[ 4

32
oalculatedHrotationalHandHvibrationalHgHfactorsHofHxitHøHY˛£SHandHevaluationHofHparametersHinHradialH
functionsHfromHrotationalHandHvibrationUrotationalHspectraVHInternationalhJournalhofhQuantumh
ChemistryTH2011THYYYTHc[bUcaZ

2.1 4

31
•heHcouplingHconstantHpolarizabilityHandHhyperpolarizabiltyHofHYvPztQHinHzUmethylacetamideTHandHitsH
applicationHforHtheHmultipoleHspinUspinHcouplingHconstantHpolarizabilityWreactionHfieldHapproachHtoH
solvationVHJournalhofhComputationalhChemistryTH2011TH[ZTH[YbdUc]

3.5 4

30 •heH“otationalHgH•ensorHofHtrTHtZ†THzt[THandHot]fHmHoomparisonHofHoorrelatedHmbHunitioHyethodsVH
AdvanceshinhQuantumhChemistryTH2005TH]dTH]beU]eX 1.4 4

29 oalculationHofHdipoleHpolarizabilityHderivativesHofHadamantaneHandHtheirHuseHinHelectronHscatteringH
computationsVHEuropeanhPhysicalhJournalhDTH2016THcXTHY 1.3 4

28 •heoreticalHstudyHofHtheHzy“HchemicalHshiftHofHøeHinHsupercriticalHconditionVHJournalhofhMolecularh
ModelingTH2018THZ]THbZ 2 3

(2018-2020)

11



27 noundHandHcontinuumHstateHcontributionsHtoHdipoleHoscillatorHstrengthHsumHrulesfH•otalHandHorbitalH
meanHexcitationHenergiesHforHcationsHofHoTHrTH”iTHandHolVHAdvanceshinhQuantumhChemistryTH2019THdXTHYZcUY]b1.4 3

26 †nHtheHtransferabilityHofHatomicHcontributionsHtoHtheHopticalHrotatoryHpowerHofHhydrogenHperoxideTH
methylHhydroperoxideHandHdimethylHperoxideVHMolecularhPhysicsTH2014THYYZTHYbZ]UYb[Z 1.7 3

25 mnalysisHofHPureH“otationalHandH—ibrationUrotationalH”pectraHofHzaolHøHY˛£SHandH’uantumUchemicalH
oalculationHofH“elatedHyolecularHPropertiesVHJournalhofhthehChinesehChemicalhSocietyTH2005THaZTHb[YUb[e 1.5 3

24
mH’yWyyHstudyHofHtheHconformationHstabilityHandHelectronicHstructureHofHtheHphotochromicH
switchesHderivativesHofHptmW—trHinHacetonitrileHsolutionVHSpectrochimicahActahwhParthA:hMolecularh
andhBiomolecularhSpectroscopyTH2021THZaYTHYYe][]

4.4 3

23 umportanceHofH“elativisticHqffectsHforHoarbonHasHanHzy“H“eporterHzucleusHinHoarbideUnridgedH
[“uoPtβHoomplexesVHOrganometallicsTH2021TH]XTHY]][UY]a[ 3.8 3

22 •heHaugUccUp—•≤UvHbasisHsetHforHtheHpUblockHfourthUrowHelementsHsaTHseTHmsTH”eTHandHnrVHMagnetich
ResonancehinhChemistryTH2021THaeTHYY[]UYY]a 2.1 3

21 •heHqffectHofH”olvationHonHtheH“adiationHpamageH“ateHoonstantsHforHmdenineVHChemPhysChemTH
2016THYcTH[XdbU[Xea 3.2 3

20 qstimatingHtheHaccuracyHofHcalculatedHelectronHparamagneticHresonanceHhyperfineHcouplingsHforHaH
lyticHpolysaccharideHmonooxygenaseVHComputationalhandhStructuralhBiotechnologyhJournalTH2021THYeTHaaaUabc6.8 3

19 rreeHyoleculeH”tudiesHbyHPerturbedH˛‡U˛‡HmngularHoorrelationfHmHzewHPathHtoHmccurateHzuclearH
’uadrupoleHyomentsVHPhysicalhReviewhLettersTH2021THYZbTHYX[XXY 7.4 3

18 nondHcorrectionHfactorsHandHtheirHapplicationsHtoHtheHcalculationHofHmolecularHmeanHexcitationH
energiesVHNuclearhInstrumentshohMethodshinhPhysicshResearchhBTH2020TH]bdTHZdU[b 1.2 2

17 teterobimetallicHzitrideHoomplexesHfromH•erminalHohromiumP—QHzitrideHoomplexesfHtyperfineH
oouplingHuncreasesHwithHpistanceVHAngewandtehChemieTH2011THYZ[TH]acZU]aca 3.6 2

16 †nHtheH–nexpectedHmccuracyHofHtheHyXbxHrunctionalHinHtheHoalculationHofH”pinU”pinHoouplingH
oonstantsVHJournalhofhChemicalhTheoryhandhComputationTH2021TH 6.4 2

15 •heHbestHdensityHfunctionalHtheoryHfunctionalHforHtheHpredictionHofHtHandHoHchemicalHshiftsHofH
protonatedHalkylpyrrolesVHJournalhofhComputationalhChemistryTH2021TH]ZTHYZ]dUYZbZ 3.5 2

14 oalculationHofHmeanHexcitationHenergiesHofH[dUelementsHandHtheirHcationsVHMolecularhPhysicsTH2021TH
YYeTHeYdZ[aXd 1.7 2

13 unterfacialHtensionHinHwaterWnUdecaneWnaphthenicHacidHsystemsHpredictedHbyHaHcombinedHo†”y†U“”H
theoryHandHpendantHdropHexperimentalHstudyVHMolecularhPhysicsTH2020THYYdTHeYcb]b]a 1.7 1

12 †nHtheHtruncationHofHtheHnumberHofHexcitedHstatesHinHdensityHfunctionalHtheoryHsumUoverUstatesH
calculationsHofHindirectHspinHspinHcouplingHconstantsVHJournalhofhChemicalhPhysicsTH2015THY][THZ]]YXc 3.9 1

11 mzoUhydrazoneHmolecularHswitchesfH”ynthesisHandHzy“HconformationalHinvestigationVHMagnetich
ResonancehinhChemistryTH2021THaeTHYYYbUYYZa 2.1 1

10 PredictionHofHtheHstandardHpotentialsHforHoneUelectronHoxidationHofHTTOTOHtetrasubstitutedH
UphenylenediaminesHbyHcalculationVHPhysicalhChemistryhChemicalhPhysicsTH2021THZ[THZX[]XUZX[aY 3.6 1

Stephan P A Sauer

12



9
nenchmarkingHanisotropicHpolarizabilitiesHforHY]HPheteroQUaromaticHmoleculesHatH“PmTH“PmPpQTH
t“PmTHt“PmPpQTH”†PPmTH”†PPmPooZQTH”†PPmPoo”pQTHooZTHoo”pHandHoo[HlevelsVHInternationalh
JournalhofhQuantumhChemistryTH2021THYZYTHeZbae[

2.1 1

8 mHpensityHrunctionalH•heoryH”tudyHofH†pticalH“otationHinH”omeHmziridineHandH†xiraneHperivativesVH
ChemPhysChemTH2021THZZTHcb]Ucc] 3.2 0

7
nenchmarkingHoorrelatedHyethodsHforH”taticHandHpynamicHPolarizabilitiesfH•heH•Y]aHpataH”etH
qvaluatedHwithH“PmTH“PmPpQTHt“PmTHt“PmPpQTH”†PPmTH”†PPmPooZQTH”†PPmPoo”pQTHooZTHandHoo”pVH
JournalhofhPhysicalhChemistryhATH2021THYZaTH[cdaU[ceZ

2.8 0

6 qxtendingHzy“H’uantumHoomputationH”ystemsHbyHqmployingHoompoundsHwithH”everalHteavyH
yetalsHasH’ubitsVHMagnetochemistryTH2022THdTH]c 3.1 0

5 †nHtheHrelationshipHbetweenHbondHcorrectionHfactorsHandHelementalHmeanHexcitationHenergiesVH
NuclearhInstrumentshohMethodshinhPhysicshResearchhBTH2020TH]c]THbUe 1.2

4 ’uantumUdynamicalHyodelingHofHtheH“ydbergHtoH—alenceHqxcitedU”tateHunternalHoonversionHinH
oyclobutanoneHandHoyclopentanoneVHEPJhWebhofhConferencesTH2013TH]YTHXZX[[ 0.3

3 pavidHyVHnishopfHqsteemedHcolleagueHandHdearHfriendVHInternationalhJournalhofhQuantumhChemistryTH
2011THYYYTHcZ[UcZ] 2.1

2 mHtaleHofHtwoHvectorsfHmHxanczosHalgorithmHforHcalculatingH“PmHmeanHexcitationHenergiesVVHJournalhofh
ChemicalhPhysicsTH2022THYabTHXY]YXZ 3.9

1 •heoryHandHoalculationHofH”toppingHorossH”ectionsHofHzucleobasesHforH”wiftHuonsH2012THYeYUZXX

List of Publications

13


