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245 ₂heHpaltonHquantumHchemistryHprogramHsystemVHWileyeInterdisciplinaryeReviews:eComputationale
MoleculareScienceTH2014TH]THZbeUZd] 7.9 956

244 qxcitedHötatesHinHöolutionHthroughH–olarizableHqmbeddingVHJournaleofeChemicaleTheoryeande
ComputationTH2010THbTH[cZYU[c[] 6.4 253

243 qlectronicHqnergyH₂ransferHinHoondensedH–haseHötudiedHbyHaH–olarizableHQyWyyHyodelVHJournaleofe
ChemicaleTheoryeandeComputationTH2009THaTHYd[dU]d 6.4 223

242 –olarizabilityHofHmolecularHclustersHasHcalculatedHbyHaHdipoleHinteractionHmodelVHJournaleofeChemicale
PhysicsTH2002THYYbTH]XXYU]XYX 3.9 158

241
pensityHfunctionalHselfUconsistentHquantumHmechanicsWmolecularHmechanicsHtheoryHforHlinearHandH
nonlinearHmolecularHpropertiesfHmpplicationsHtoHsolvatedHwaterHandHformaldehydeVHJournaleofe
ChemicalePhysicsTH2007THYZbTHYa]YYZ

3.9 135

240 yolecularH–ropertiesHthroughH–olarizableHqmbeddingVHAdvanceseineQuantumeChemistryTH2011THbYTHYXcUY][1.4 121

239 ₂heHQyWyyHapproachHforHwavefunctionsTHenergiesHandHresponseHfunctionsHwithinHselfUconsistentH
fieldHandHcoupledHclusterHtheoriesVHMolecularePhysicsTH2002THYXXTHYdY[UYdZd 1.7 112

238 xinearHresponseHfunctionsHforHcoupledHclusterWmolecularHmechanicsHincludingHpolarizationH
interactionsVHJournaleofeChemicalePhysicsTH2003THYYdTHYbZXUYb[[ 3.9 111

237 –hotosyntheticHlightUharvestingHisHtunedHbyHtheHheterogeneousHpolarizableHenvironmentHofHtheH
proteinVHJournaleofetheeAmericaneChemicaleSocietyTH2011THY[[TH[XcdUd] 16.4 110

236 qxcitationHenergiesHinHsolutionfHtheHfullyHpolarizableHQyWyyW–oyHmethodVHJournaleofePhysicale
ChemistryeBTH2011THYYaTH[XZcU[c 3.4 108

235 ₂heHpolarizableHembeddingHcoupledHclusterHmethodVHJournaleofeChemicalePhysicsTH2011THY[]THYX]YXd 3.9 106

234 nenchmarkingHtwoUphotonHabsorptionHcrossHsectionsfHperformanceHofHooZHandHomyUn[xY–VHPhysicale
ChemistryeChemicalePhysicsTH2015THYcTHYe[XbUY] 3.6 104

233 mnHimprovedHmethodHtoHpredictHtheHentropyHtermHwithHtheHyyW–nömHapproachVHJournaleofe
ComputeruAidedeMoleculareDesignTH2009THZ[THb[UcY 4.2 103

232 ooupledHclusterHcalculationHofHtheHnHUUjHpiRHelectronicHtransitionHofHacetoneHinHaqueousHsolutionVH
JournaleofePhysicaleChemistryeATH2005THYXeTHdXXYUYX 2.8 101

231 nenchmarkingH₂imeUpependentHpensityHrunctionalH₂heoryHforHqxcitedHötateHseometriesHofH†rganicH
yoleculesHinHsasU–haseHandHinHöolutionVHJournaleofeChemicaleTheoryeandeComputationTH2013THeTHZZXeUZX 6.4 95

230 ooupledHclusterHcalculationsHofHtheHopticalHrotationHofHöUpropyleneHoxideHinHgasHphaseHandHsolutionVH
ChemicalePhysicseLettersTH2005TH]XYTH[daU[eZ 2.5 92

229 öcrutinizingHtheHeffectsHofHpolarizationHinHQyWyyHexcitedHstateHcalculationsVHPhysicaleChemistrye
ChemicalePhysicsTH2011THY[THYdaaYUbX 3.6 84
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228 ooupledHclusterHandHdensityHfunctionalHtheoryHstudiesHofHtheHvibrationalHcontributionHtoHtheHopticalH
rotationHofHPöQUpropyleneHoxideVHJournaleofetheeAmericaneChemicaleSocietyTH2006THYZdTHecbUdZ 16.4 75

227 xigandHmffinitiesHqstimatedHbyHQuantumHohemicalHoalculationsVHJournaleofeChemicaleTheoryeande
ComputationTH2010THbTHYcZbU[c 6.4 74

226 ₂heHvourneyHofHtuβUYHzonUzucleosideHReverseH₂ranscriptaseHunhibitorsHPzzR₂usQHfromHxabHtoHolinicVH
JournaleofeMedicinaleChemistryTH2019THbZTH]daYU]dd[ 8.3 74

225 öolventHeffectsHonHzyRHisotropicHshieldingHconstantsVHaHcomparisonHbetweenHexplicitHpolarizableH
discreteHandHcontinuumHapproachesVHJournaleofePhysicaleChemistryeATH2007THYYYTH]YeeUZYX 2.8 73

224 railuresHofH₂ppr₂HinHdescribingHtheHlowestHintramolecularHchargeUtransferHexcitationHinH
paraUnitroanilineVHMolecularePhysicsTH2013THYYYTHYZ[aUYZ]d 1.7 71

223 öolventHeffectsHonHtheHnUUjpiRHelectronicHtransitionHinHformaldehydefHaHcombinedHcoupledH
clusterWmolecularHdynamicsHstudyVHJournaleofeChemicalePhysicsTH2004THYZYTHd][aU]a 3.9 71

222 nreakdownHofHtheHfirstHhyperpolarizabilityWbondUlengthHalternationHparameterHrelationshipVH
ProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2010THYXcTHYb]a[Ud 11.5 70

221
öolvationHqffectsHonHqlectronicH₂ransitionsfHqxploringHtheH–erformanceHofHmdvancedHöolventH
–otentialsHinH–olarizableHqmbeddingHoalculationsVHJournaleofeChemicaleTheoryeandeComputationTH
2011THcTHZZXeUYc

6.4 70

220
mutomaticHgenerationHofHforceHfieldsHandHpropertyHsurfacesHforHuseHinHvariationalHvibrationalH
calculationsHofHanharmonicHvibrationalHenergiesHandHzeroUpointHvibrationalHaveragedHpropertiesVH
JournaleofeChemicalePhysicsTH2006THYZaTHYZ]YXd

3.9 69

219 ooupledHolusterWyolecularHyechanicsHyethodfHHumplementationHandHmpplicationHtoHxiquidHπaterVH
JournaleofePhysicaleChemistryeATH2003THYXcTHZacdUZadd 2.8 69

218 †nHtheHperformanceHofHquantumHchemicalHmethodsHtoHpredictHsolvatochromicHeffectsfHtheHcaseHofH
acroleinHinHaqueousHsolutionVHJournaleofeChemicalePhysicsTH2008THYZdTHYe]aX[ 3.9 68

217 mHcombinedHquantumHmechanicsWmolecularHmechanicsHstudyHofHtheHoneUHandHtwoUphotonH
absorptionHinHtheHgreenHfluorescentHproteinVHPhysicaleChemistryeChemicalePhysicsTH2012THY]THa]]XUaY 3.6 66

216 –qRuUooZfHmH–olarizableHqmbeddedHRuUooZHyethodVHJournaleofeChemicaleTheoryeandeComputationTH
2012THdTH[Zc]Ud[ 6.4 66

215 nenchmarkingHzyRHindirectHnuclearHspinUspinHcouplingHconstantsfHö†––mTHö†––mPooZQTHandH
ö†––mPooöpQHversusHooöpVHJournaleofeChemicalePhysicsTH2010THY[[THY]]YXb 3.9 64

214
†ptimizedHnasisHöetsHforHoalculationHofHqlectronH–aramagneticHResonanceHtyperfineHoouplingH
oonstantsfHaugUccUpβ₂ZUvHforHtheH[dHmtomsHöcUZnVHJournaleofeChemicaleTheoryeandeComputationTH
2011THcTH]XccUdc

6.4 64

213 towHaccurateHareHcontinuumHsolvationHmodelsHforHdrugUlikeHmoleculeskVHJournaleofeComputeruAidede
MoleculareDesignTH2009THZ[TH[eaU]Xe 4.2 64

212
öecondHharmonicHgenerationHsecondHhyperpolarizabilityHofHwaterHcalculatedHusingHtheHcombinedH
coupledHclusterHdielectricHcontinuumHorHdifferentHmolecularHmechanicsHmethodsVHJournaleofe
ChemicalePhysicsTH2004THYZXTH[cdcUed

3.9 64

211 –olarizableHdensityHembeddingfHaHnewHQyWQyWyyUbasedHcomputationalHstrategyVHJournaleofe
PhysicaleChemistryeATH2015THYYeTHa[]]Uaa 2.8 63
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210 towHtoHmodelHsolventHeffectsHonHmolecularHpropertiesHusingHquantumHchemistrykHunsightsHfromH
polarizableHdiscreteHorHcontinuumHsolvationHmodelsVHJournaleofePhysicaleChemistryeATH2007THYYYTHedeXUeXX2.8 61

209 ₂heHcombinedHmulticonfigurationalHselfUconsistentUfieldWmolecularHmechanicsHwaveHfunctionH
approachVHJournaleofeChemicalePhysicsTH2001THYYaTHZ[e[UZ]XX 3.9 59

208 öolvatochromicHöhiftsHinHUracilfHmHoombinedHypUQyWyyHötudyVHJournaleofeChemicaleTheoryeande
ComputationTH2010THbTHZ]eUab 6.4 58

207 tybridHdensityHfunctionalHtheoryWmolecularHmechanicsHcalculationsHofHtwoUphotonHabsorptionHofH
dimethylaminoHnitroHstilbeneHinHsolutionVHPhysicaleChemistryeChemicalePhysicsTH2011THY[THYZaXbUYb 3.6 58

206 qxcitedHstatesHinHlargeHmolecularHsystemsHthroughHpolarizableHembeddingVHPhysicaleChemistrye
ChemicalePhysicsTH2016THYdTHZXZ[]UaX 3.6 57

205 zuclearHmagneticHshieldingHconstantsHofHliquidHwaterfHinsightsHfromHhybridHquantumH
mechanicsWmolecularHmechanicsHmodelsVHJournaleofeChemicalePhysicsTH2007THYZbTHX[]aYX 3.9 57

204 nasisHsetHconvergenceHofHindirectHspinUspinHcouplingHconstantsHinHtheHwohnUöhamHlimitHforHseveralH
smallHmoleculesVHJournaleofePhysicaleChemistryeATH2012THYYbTH[cZdU[d 2.8 55

203 unterpretationHofHtheHultrafastHphotoinducedHprocessesHinHpentaceneHthinHfilmsVHJournaleofethee
AmericaneChemicaleSocietyTH2010THY[ZTH[][YUe 16.4 54

202
zonlinearHopticalHresponseHpropertiesHofHmoleculesHinHcondensedHphasesHusingHtheHcoupledH
clusterWdielectricHcontinuumHorHmolecularHmechanicsHmethodsVHJournaleofeChemicalePhysicsTH2003TH
YYeTHYXaYeUYXa[a

3.9 54

201 †verviewHofHRecentHötrategicHmdvancesHinHyedicinalHohemistryVHJournaleofeMedicinaleChemistryTH
2019THbZTHe[caUe]Y] 8.3 53

200 mccurateHpredictionsHofHnonpolarHsolvationHfreeHenergiesHrequireHexplicitHconsiderationHofH
bindingUsiteHhydrationVHJournaleofetheeAmericaneChemicaleSocietyTH2011THY[[THY[XdYUeZ 16.4 53

199 yodelingHtheHstructureHandHabsorptionHspectraHofHstilbazoliumHmerocyanineHinHpolarHandHnonpolarH
solventsHusingHhybridHQyWyyHtechniquesVHJournaleofePhysicaleChemistryeBTH2010THYY]THY[[]eUac 3.4 51

198
†nHtheHmccuracyHofHpensityHrunctionalH₂heoryHtoH–redictHöhiftsHinHzuclearHyagneticHResonanceH
öhieldingHoonstantsHdueHtoHtydrogenHnondingVHJournaleofeChemicaleTheoryeandeComputationTH2008TH
]THZbcUcc

6.4 51

197 mutomaticHgenerationHofHpotentialHenergyHandHpropertyHsurfacesHofHpolyatomicHmoleculesHinHnormalH
coordinatesVHJournaleofeChemicalePhysicsTH2007THYZcTHZX]YXb 3.9 51

196 ötatisticalHmechanicallyHaveragedHmolecularHpropertiesHofHliquidHwaterHcalculatedHusingHtheH
combinedHcoupledHclusterWmolecularHdynamicsHmethodVHJournaleofeChemicalePhysicsTH2006THYZ]THYZ]aX[ 3.9 50

195 xinearHResponseH–ropertiesHofHxiquidHπaterHoalculatedHUsingHooZHandHooöpHwithinHpifferentH
yolecularHyechanicsHyethodsâ� VHJournaleofePhysicaleChemistryeATH2004THYXdTHdb]bUdbad 2.8 50

194 öolventHeffectsHonHzeroUpointHvibrationalHcorrectionsHtoHopticalHrotationsHandHnuclearHmagneticH
resonanceHshieldingHconstantsVHChemicalePhysicseLettersTH2008TH]aYTHZZbUZ[Z 2.5 49

193 xinearHresponseHfunctionsHforHaHvibrationalHconfigurationHinteractionHstateVHJournaleofeChemicale
PhysicsTH2006THYZaTHZY][Xe 3.9 49
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192 yolecularUxevelHunsightHintoHtheHöpectralH₂uningHyechanismHofHtheHpsRedHohromophoreVHJournaleofe
PhysicaleChemistryeLettersTH2012TH[TH[aY[UZY 6.4 48

191 pemystifyingHtheHsolvatochromicHreversalHinHnrookerOsHmerocyanineHdyeVHPhysicaleChemistrye
ChemicalePhysicsTH2011THY[THYZeXUZ 3.6 48

190 ₂heoreticalHstudyHofHtheHelectronicHgasUphaseHspectrumHofHglycineTHalanineTHandHrelatedHaminesHandH
carboxylicHacidsVHJournaleofePhysicaleChemistryeATH2005THYXeTHY][XU]X 2.8 48

189 –redictionHofHspinUspinHcouplingHconstantsHinHsolutionHbasedHonHcombinedHdensityHfunctionalH
theoryWmolecularHmechanicsVHJournaleofeChemicalePhysicsTH2009THY[XTHY[]aXd 3.9 46

188 †nHtheHphotophysicsHofHcarotenoidsfHaHmultireferenceHpr₂HstudyHofHperidininVHJournaleofePhysicale
ChemistryeBTH2013THYYcTHY[dXdUYa 3.4 45

187 –erformanceHofHpopularHXoUfunctionalsHforHtheHdescriptionHofHexcitationHenergiesHinHsr–UlikeH
chromophoreHmodelsVHInternationaleJournaleofeQuantumeChemistryTH2012THYYZTHcdeUdXX 2.1 45

186 pipoleHandHquadrupoleHmomentsHofHliquidHwaterHcalculatedHwithinHtheHcoupledHclusterWmolecularH
mechanicsHmethodVHChemicalePhysicseLettersTH2002TH[b]TH[ceU[db 2.5 45

185 ₂owardHReliableH–redictionHofHtheHqnergyHxadderHinHyultichromophoricHöystemsfHmHnenchmarkH
ötudyHonHtheHry†HxightUtarvestingHoomplexVHJournaleofeChemicaleTheoryeandeComputationTH2013THeTH]eZdU[d6.4 44

184 qnergyHflowHinHtheHcryptophyteH–qa]aHantennaHisHdirectedHbyHbilinHpigmentHconformationVHJournaleofe
PhysicaleChemistryeBTH2013THYYcTH]Zb[Uc[ 3.4 43

183 ₂heHnHUjHˇ�RHqlectronicH₂ransitionHinHyicrosolvatedHrormaldehydeVHmHooupledHolusterHandHoombinedH
ooupledHolusterWyolecularHyechanicsHötudyâ� VHJournaleofePhysicaleChemistryeATH2004THYXdTHdbZ]Udb[Z 2.8 43

182 xocalHelectricHfieldsHandHmolecularHpropertiesHinHheterogeneousHenvironmentsHthroughHpolarizableH
embeddingVHPhysicaleChemistryeChemicalePhysicsTH2016THYdTHYXXcXUdX 3.6 42

181 öolventHqffectsHonHRotatoryHötrengthH₂ensorsVHYVH₂heoryHandHmpplicationHofHtheHoombinedHooupledH
olusterWpielectricHoontinuumHyodelVHJournaleofePhysicaleChemistryeATH2004THYXdTH[b[ZU[b]Y 2.8 41

180
pampedHResponseH₂heoryHinHoombinationHwithH–olarizableHqnvironmentsfH₂heH–olarizableH
qmbeddingHoomplexH–olarizationH–ropagatorHyethodVHJournaleofeChemicaleTheoryeandeComputationTH
2014THYXTHYYb]UcY

6.4 40

179 ₂heHmultiUconfigurationHselfUconsistentHfieldHmethodHwithinHaHpolarizableHembeddedHframeworkVH
JournaleofeChemicalePhysicsTH2013THY[eTHX]]YXY 3.9 40

178 †nHtheHimportanceHofHvibrationalHcontributionsHtoHsmallUangleHopticalHrotationfHrluoroUoxiraneHinH
gasHphaseHandHsolutionVHJournaleofeChemicalePhysicsTH2009THY[XTHX[][YX 3.9 40

177 rrequencyUpependentH–olarizabilityHofHnoronHzitrideHzanotubesfHHmH₂heoreticalHötudyVHJournaleofe
PhysicaleChemistryeBTH2001THYXaTHYXZ][UYXZ]d 3.4 40

176 mnalysisHofHcomputationalHmodelsHforHanHaccurateHstudyHofHelectronicHexcitationsHinHsr–VHPhysicale
ChemistryeChemicalePhysicsTH2015THYcTHZadZUd 3.6 39

175 oolorHmodelingHofHproteinHopticalHprobesVHPhysicaleChemistryeChemicalePhysicsTH2012THY]THYYXcUYZ 3.6 39
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174 mccuracyHofH–roteinHqmbeddingH–otentialsfHmnHmnalysisHinH₂ermsHofHqlectrostaticH–otentialsVHJournale
ofeChemicaleTheoryeandeComputationTH2015THYYTHYd[ZU]Z 6.4 38

173 mHpolarizableHembeddingHpr₂HstudyHofHoneUphotonHabsorptionHinHfluorescentHproteinsVHPhysicale
ChemistryeChemicalePhysicsTH2013THYaTH]c[aU][ 3.6 38

172 oarotenoidsHandHlightUharvestingfHfromHpr₂WyRouHtoHtheH₂ammUpancoffHapproximationVHJournaleofe
ChemicaleTheoryeandeComputationTH2015THYYTHbaaUbb 6.4 37

171 UnravelingHtheHsimilarityHofHtheHphotoabsorptionHofHdeprotonatedHpUcoumaricHacidHinHtheHgasHphaseH
andHwithinHtheHphotoactiveHyellowHproteinVHPhysicaleChemistryeChemicalePhysicsTH2011THY[THYadaUe 3.6 37

170 unclusionHofHterpenoidHplantHextractsHinHlipidHbilayersHinvestigatedHbyHmolecularHdynamicsH
simulationsVHJournaleofePhysicaleChemistryeBTH2010THYY]THYadZaU[Y 3.4 36

169 sasHphaseHopticalHrotationHcalculatedHfromHcoupledHclusterHtheoryHwithHzeroUpointHvibrationalH
correctionsHfromHdensityHfuncionalHtheoryVHChiralityTH2009THZYHöupplHYTHqbdUca 2.1 36

168 oalculationHofHvibrationalHinfraredHintensitiesHandHRamanHactivitiesHusingHexplicitHanharmonicHwaveH
functionsVHJournaleofePhysicaleChemistryeATH2007THYYYTHYYZXaUY[ 2.8 36

167 mHooZHdielectricHcontinuumHmodelHandHaHooZHmolecularHmechanicsHmodelVHMolecularePhysicsTH2003TH
YXYTHZXaaUZXcY 1.7 36

166 –olarizableHpensityHqmbeddingfHmHöolutionHtoHtheHqlectronHöpillU†utH–roblemHinHyultiscaleH
yodelingVHJournaleofePhysicaleChemistryeLettersTH2017THdTHae]eUaead 6.4 35

165 ₂heHroleHofHmolecularHconformationHandHpolarizableHembeddingHforHoneUHandHtwoUphotonH
absorptionHofHdisperseHorangeH[HinHsolutionVHJournaleofePhysicaleChemistryeBTH2012THYYbTHdYbeUdY 3.4 33

164 †nHtheHimportanceHofHexcitedHstateHdynamicHresponseHelectronHcorrelationHinHpolarizableH
embeddingHmethodsVHJournaleofeComputationaleChemistryTH2012TH[[THZXYZUZZ 3.5 33

163 ohargeHtransferHexcitationHenergiesHinHpyridineâ��silverHcomplexesHstudiedHbyHaHQyWyyHmethodVH
ChemicalePhysicseLettersTH2009TH]cXTHZdaUZdd 2.5 33

162 RelationHbetweenHzonlinearH†pticalH–ropertiesHofH–ushU–ullHyoleculesHandHyetricHofHohargeH
₂ransferHqxcitationsVHJournaleofeChemicaleTheoryeandeComputationTH2015THYYTH]YdZUd 6.4 32

161 mveragedHöolventHqmbeddingH–otentialH–arametersHforHyultiscaleHyodelingHofHyolecularH
–ropertiesVHJournaleofeChemicaleTheoryeandeComputationTH2016THYZTHYbd]Uea 6.4 32

160
zuclearHyagneticHöhieldingHoonstantsHfromHQuantumHyechanicalWyolecularHyechanicalH
oalculationsHUsingH–olarizableHqmbeddingfHRoleHofHtheHqmbeddingH–otentialVHJournaleofeChemicale
TheoryeandeComputationTH2014THYXTHedYUd

6.4 30

159 ₂woUphotonHabsorptionHcrossHsectionsfHanHinvestigationHofHsolventHeffectsVH₂heoreticalHstudiesHonH
formaldehydeHandHwaterVHJournaleofeChemicalePhysicsTH2006THYZaTHYd]aXY 3.9 30

158 oonvergenceHofHenvironmentHpolarizationHeffectsHinHmultiscaleHmodelingHofHexcitationHenergiesVH
ComputationaleandeTheoreticaleChemistryTH2014THYX]XUYX]YTH[X]U[YY 2 29

157 QuantificationHofHtheHˇ�Uˇ�HinteractionsHthatHgovernHtertiaryHstructureHinHdonorUacceptorH
[Z]pseudorotaxanesVHJournaleofetheeAmericaneChemicaleSocietyTH2012THY[]TH[dacUb[ 16.4 29
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156 nenchmarkingHö†––mPooZQHforHtheHcalculationHofHindirectHnuclearHspinâ��spinHcouplingHconstantsfH
oarbocyclesVHChemicalePhysicsTH2011TH[dYTH[aU][ 2.3 28

155 RecentHdevelopmentsHinHtheHmedicinalHchemistryHofHsingleHboronHatomUcontainingHcompoundsVHActae
PharmaceuticaeSinicaeBTH2021THYYTH[X[aU[Xae 15.5 28

154 umprovingHtheHcalculationHofHqlectronH–aramagneticHResonanceHhyperfineHcouplingHtensorsHforH
dUblockHmetalsVHPhysicaleChemistryeChemicalePhysicsTH2012THY]THYXbbeUcb 3.6 27

153 yutationsHinHtheHbacterialHribosomalHproteinHl[HandHtheirHassociationHwithHantibioticHresistanceVH
AntimicrobialeAgentseandeChemotherapyTH2015THaeTH[aYdUZd 5.9 26

152 pehydroergosterolHasHanHanalogueHforHcholesterolfHwhyHitHmimicsHcholesterolHsoHwellUorHdoesHitkVH
JournaleofePhysicaleChemistryeBTH2014THYYdTHc[]aUac 3.4 26

151 mmyloidHribrilUunducedHötructuralHandHöpectralHyodificationsHinHtheH₂hioflavinU₂H†pticalH–robeVH
JournaleofePhysicaleChemistryeLettersTH2013TH]THcXUc 6.4 26

150 mH₂heoreticalHötudyHofHtheHReactionHbetweenHot[öP†tQot[HandH†Zâ� VHJournaleofePhysicaleChemistrye
ATH2004THYXdTHdbaeUdbcY 2.8 26

149 oomputationalHscreeningHofHoneUHandHtwoUphotonHspectrallyHtunedHchannelrhodopsinHmutantsVH
PhysicaleChemistryeChemicalePhysicsTH2013THYaTHcabcUcb 3.6 25

148 –olarizableHembeddingHwithHaHmulticonfigurationHshortUrangeHdensityHfunctionalHtheoryHlinearH
responseHmethodVHJournaleofeChemicalePhysicsTH2015THY]ZTHYY]YY[ 3.9 25

147
†nHtheHexistenceHofHtheHt[HtautomerHofHadenineHinHaqueousHsolutionVHRationalizationsHbasedHonH
hybridHquantumHmechanicsWmolecularHmechanicsHpredictionsVHPhysicaleChemistryeChemicalePhysicsTH
2010THYZTHcbYUd

3.6 25

146 paltonH–rojectfHmH–ythonHplatformHforHmolecularUHandHelectronicUstructureHsimulationsHofHcomplexH
systemsVHJournaleofeChemicalePhysicsTH2020THYaZTHZY]YYa 3.9 24

145 mHclickHchemistryHapproachHtoHpleuromutilinHderivativesTHpartHZfHconjugatesHwithHacyclicHnucleosidesH
andHtheirHribosomalHbindingHandHantibacterialHactivityVHJournaleofeMedicinaleChemistryTH2012THaaTHZXbcUcc 8.3 24

144 mssociationHdynamicsHandHlinearHandHnonlinearHopticalHpropertiesHofHanHzUacetylaladanamideHprobeH
inHaH–†–oHmembraneVHJournaleofetheeAmericaneChemicaleSocietyTH2013THY[aTHY[aeXUc 16.4 24

143 ₂ransitionUötateHpockingHofHrlunitrazepamHandH–rogesteroneHinHoytochromeH–]aXVHJournaleofe
ChemicaleTheoryeandeComputationTH2008TH]THbc[UdY 6.4 24

142 ₂woUphotonHsolvatochromismHuufHexperimentalHandHtheoreticalHstudyHofHsolventHeffectsHonHtheH
twoUphotonHabsorptionHspectrumHofHReichardtOsHdyeVHChemPhysChemTH2013THY]TH[c[YUe 3.2 23

141 βalidatingHandHmnalyzingHq–RHtyperfineHoouplingHoonstantsHwithHpensityHrunctionalH₂heoryVH
JournaleofeChemicaleTheoryeandeComputationTH2013THeTHZ[dXUd 6.4 23

140 oomputationalHprotocolsHforHpredictionHofHsoluteHzyRHrelativeHchemicalHshiftsVHaHcaseHstudyHofH
xUtryptophanHinHaqueousHsolutionVHJournaleofeComputationaleChemistryTH2011TH[ZTHZda[Ub] 3.5 23

139
₂heHQualityHofHtheHqmbeddingH–otentialHusHpecisiveHforHyinimalHQuantumHRegionHöizeHinHqmbeddingH
oalculationsfH₂heHoaseHofHtheHsreenHrluorescentH–roteinVHJournaleofeChemicaleTheoryeande
ComputationTH2017THY[THbZ[XUbZ[b

6.4 22
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138 nasisHöetHRecommendationsHforHpr₂HoalculationsHofHsasU–haseH†pticalHRotationHatHpifferentH
πavelengthsVHJournaleofeChemicaleTheoryeandeComputationTH2012THdTH]]ZaU[[ 6.4 22

137 öolventHeffectsHonHtheHelectronicHabsorptionHspectrumHofHcamphorHusingHcontinuumTHdiscreteHorH
explicitHapproachesVHChemicalePhysicseLettersTH2010TH]d]THYdaUYeY 2.5 22

136 –redictionHandHrationalizationHofHtheHptHdependenceHofHtheHactivityHandHstabilityHofHfamilyHYYH
xylanasesVHBiochemistryTH2007TH]bTHY[adYUeZ 3.2 22

135 ResponseHpropertiesHofHembeddedHmoleculesHthroughHtheHpolarizableHembeddingHmodelVH
InternationaleJournaleofeQuantumeChemistryTH2019THYYeTHeZacYc 2.1 22

134 –romisingHtwoUphotonHprobesHforHinHvivoHdetectionHofH˛†HamyloidHdepositsVHChemicaleCommunications
TH2014THaXTHYYbe]Uc 5.8 21

133 xowUvoltageHorganicHphototransistorsHbasedHonHnaphthylHendUcappedHoligothiopheneHnanofibersVH
OrganiceElectronicsTH2014THYaTHYZc[UYZdY 3.5 21

132 zonpolarHöolvationHrreeHqnergiesHofH–roteinUxigandHoomplexesVHJournaleofeChemicaleTheoryeande
ComputationTH2010THbTH[aadUbd 6.4 21

131
pensityUpependentHrormulationHofHpispersionURepulsionHunteractionsHinHtybridHyultiscaleH
QuantumWyolecularHyechanicsHPQyWyyQHyodelsVHJournaleofeChemicaleTheoryeandeComputationTH
2018THY]THYbcYUYbdY

6.4 20

130 oomputationalHmpproachHforHötudyingH†pticalH–ropertiesHofHpzmHöystemsHinHöolutionVHJournaleofe
ChemicaleTheoryeandeComputationTH2016THYZTHaXaXUaXac 6.4 20

129 βirtualHscreeningHmodelsHforHpredictionHofHtuβUYHR₂HassociatedHRzaseHtHinhibitionVHPLoSeONETH2013TH
dTHec[]cd 3.7 20

128 umportanceHofHmccurateHötructuresHforHQuantumHohemistryHqmbeddingHyethodsfHπhichHötrategyHusH
netterkVHJournaleofeChemicaleTheoryeandeComputationTH2018THY]TH][XeU][Ye 6.4 19

127 qffectHofHchromophoreHencapsulationHonHlinearHandHnonlinearHopticalHpropertiesfHtheHcaseHofH
Jminiö†sJTHaHproteinUencasedHflavinVHPhysicaleChemistryeChemicalePhysicsTH2014THYbTHeeaXUe 3.6 19

126 xanczosUdrivenHcoupledUclusterHdampedHlinearHresponseHtheoryHforHmoleculesHinHpolarizableH
environmentsVHJournaleofeChemicalePhysicsTH2014THY]YTHZ]]YXc 3.9 19

125
qncapsulationHunfluenceHonHq–RH–arametersHofHöpinUxabelsfH
ZTZTbTbU₂etramethylU]UmethoxypiperidineUYUoxylHinHoucurbit[d]urilVHJournaleofeChemicaleTheoryeande
ComputationTH2012THdTHZacUb[

6.4 19

124
mpproximateHunclusionHofH₂ripleHqxcitationsHinHoombinedHooupledHolusterWyolecularHyechanicsfH
oalculationsHofHqlectronicHqxcitationHqnergiesHinHöolutionHforHmcroleinTHπaterTHrormamideTHandH
zUyethylacetamideVHJournaleofeChemicaleTheoryeandeComputationTH2010THbTHd[eUaX

6.4 19

123 pensityHfunctionalHtheoryWmolecularHmechanicsHapproachHforHelectronicHgUtensorsHofHsolvatedH
moleculesVHJournaleofePhysicaleChemistryeBTH2011THYYaTH][aXUd 3.4 19

122 qstimatesHofHligandUbindingHaffinitiesHsupportedHbyHquantumHmechanicalHmethodsVHInterdisciplinarye
SciencesteComputationaleLifeeSciencesTH2010THZTHZYU[c 3.5 19

121 †penUendedHresponseHtheoryHwithHpolarizableHembeddingfHmultiphotonHabsorptionHinHbiomolecularH
systemsVHPhysicaleChemistryeChemicalePhysicsTH2016THYdTHZd[[eUZd[aZ 3.6 19

Jacob Kongsted
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120 yultiscaleHmodelingHofHtheHactiveHsiteHofH[re]HhydrogenasefHtheHtâ��HbindingHsiteHinHopenHandHclosedH
proteinHconformationsVHAngewandteeChemieeueInternationaleEditionTH2015THa]THbZ]bUaX 16.4 18

119 –olarizableHqmbeddingHoombinedHwithHtheHmlgebraicHpiagrammaticHoonstructionfH₂acklingHqxcitedH
ötatesHinHniomolecularHöystemsVHJournaleofeChemicaleTheoryeandeComputationTH2018THY]TH]dcXU]dd[ 6.4 18

118 RevealingHspectralHfeaturesHinHtwoUphotonHabsorptionHspectrumHofHtoechstH[[[]ZfHaHcombinedH
experimentalHandHquantumUchemicalHstudyVHJournaleofePhysicaleChemistryeBTH2013THYYcTHYZXY[Ue 3.4 18

117 pensityHrunctionalHRestrictedUUnrestrictedWyolecularHyechanicsH₂heoryHforHtyperfineHoouplingH
oonstantsHofHyoleculesHinHöolutionVHJournaleofeChemicaleTheoryeandeComputationTH2011THcTH[ZbYUcY 6.4 18

116
mHvirtualHvibrationalHselfUconsistentUfieldHmethodHforHefficientHcalculationHofHmolecularHvibrationalH
partitionHfunctionsHandHthermalHeffectsHonHmolecularHpropertiesVHJournaleofeChemicalePhysicsTH2008TH
YZdTHYc]YXb

3.9 18

115 UptakeHofHphenolHonHaerosolHparticlesVHJournaleofePhysicaleChemistryeATH2006THYYXTHbbXUcX 2.8 18

114 ₂heHelectronicHspectrumHofHtheHmicroUsolvatedHalanineHzwitterionHcalculatedHusingHtheHcombinedH
coupledHclusterWmolecularHmechanicsHmethodVHChemicalePhysicseLettersTH2006TH]ZeTH][XU][a 2.5 18

113 mHcoupledHclusterHstudyHofHtheHorientedHcircularHdichroismHofHtheHnUjˇ�RHelectronicHtransitionHinH
cyclopropanoneHandHnaturalHopticalHactiveHrelatedHstructuresVHChemicalePhysicseLettersTH2004TH[eYTHZaeUZbb2.5 18

112 qxperimentalHandHcomputationalHstudyHofHsolventHeffectsHonHoneUHandHtwoUphotonHabsorptionH
spectraHofHchlorinatedHharminesVHPhysicaleChemistryeChemicalePhysicsTH2015THYcTHYZXeXUe 3.6 17

111 ₂heoreticalHacreHyˆ¶ssbauerHspectroscopyfHisomerHshiftsHofH[re]UhydrogenaseHintermediatesVH
PhysicaleChemistryeChemicalePhysicsTH2014THYbTH]da[Ub[ 3.6 17

110 nindingHfreeHenergyHbasedHstructuralHdynamicsHanalysisHofHtuβUYHR₂HRzaseHtUinhibitorHcomplexesVH
IntegrativeeBiologyeoUnitedeKingdompTH2014THbTHYXYXUZZ 3.7 17

109 –hotoabsorptionHofHacridineHyellowHandHproflavinHboundHtoHhumanHserumHalbuminHstudiedHbyHmeansH
ofHquantumHmechanicsWmolecularHdynamicsVHJournaleofePhysicaleChemistryeBTH2013THYYcTHZXbeUdX 3.4 17

108 βibrationalHcontributionsHtoHindirectHspinUspinHcouplingHconstantsHcalculatedHviaHvariationalH
anharmonicHapproachesVHJournaleofePhysicaleChemistryeATH2008THYYZTHd][bU]a 2.8 17

107 βibrationalHandHthermalHeffectsHonHtheHdipoleHpolarizabilityHofHmethaneHandHcarbonHtetrachlorideH
fromHvibrationalHstructureHcalculationsVHJournaleofeChemicalePhysicsTH2007THYZcTHYa][Ya 3.9 17

106 qmbeddingHbeyondHelectrostaticsU₂heHroleHofHwaveHfunctionHconfinementVHJournaleofeChemicale
PhysicsTH2016THY]aTHYX]YXZ 3.9 17

105 yolecularHdesignHopportunitiesHpresentedHbyHsolventUexposedHregionsHofHtargetHproteinsVHMedicinale
ResearcheReviewsTH2019TH[eTHZYe]UZZ[d 14.4 16

104 mvoidingHqlectronHöpillU†utHinHQyWyyHoalculationsHonHqxcitedHötatesHwithHöimpleH
–seudopotentialsVHJournaleofeChemicaleTheoryeandeComputationTH2020THYbTHY[c[UY[dY 6.4 16

103 öelfUaggregationHandHopticalHabsorptionHofHstilbazoliumHmerocyanineHinHchloroformVHJournaleofe
PhysicaleChemistryeBTH2014THYYdTHYcYaUZa 3.4 16

(2014-2015)
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102 pesignHofHnewHfluorescentHcholesterolHandHergosterolHanalogsfHunsightsHfromHtheoryVHBiochimicaeEte
BiophysicaeActaeueBiomembranesTH2015THYd]dTHZYddUee 3.8 16

101 †neUHandHtwoUphotonHabsorptionHofHaHspiropyranUmerocyanineHsystemfHexperimentalHandH
theoreticalHstudiesVHJournaleofePhysicaleChemistryeBTH2015THYYeTHYaYaUZZ 3.4 16

100 ₂heHqffectHofHöolvationHonHtheHyeanHqxcitationHqnergyHofHslycineVHJournaleofePhysicaleChemistrye
LettersTH2010THYTHZ]ZUZ]a 6.4 16

99 RevealingHzucleicHmcidHyutationsHUsingHrˆ¶rsterHResonanceHqnergyH₂ransferUnasedH–robesVHSensorsTH
2016THYbTH 3.8 16

98 yolecularHquantumHmechanicalHgradientsHwithinHtheHpolarizableHembeddingHapproachUUapplicationH
toHtheHinternalHvibrationalHötarkHshiftHofHacetophenoneVHJournaleofeChemicalePhysicsTH2015THY]ZTHX[]YYe 3.9 15

97 qlectronicHqnergyH₂ransferHinH–olarizableHteterogeneousHqnvironmentsfHmHöystematicHunvestigationH
ofHpifferentHQuantumHohemicalHmpproachesVHJournaleofeChemicaleTheoryeandeComputationTH2015THYYTH]Zd[Ue[6.4 15

96 qnhancementHofHunternalHyotionsHofHxysozymeHthroughHunteractionHwithHsoldHzanoclustersHandHitsH
†pticalHumagingVHJournaleofePhysicaleChemistryeCTH2015THYYeTHba[Ubb] 3.8 15

95 –olarizableHpensityHqmbeddingHooupledHolusterHyethodVHJournaleofeChemicaleTheoryeande
ComputationTH2018THY]THY[aYUY[bX 6.4 15

94 oomputationalHmnalysisHofHöterolHxigandHöpecificityHofHtheHziemannH–ickHoZH–roteinVHBiochemistryTH
2016THaaTHaYbaUce 3.2 15

93
piscoveryHofHpiperidineUsubstitutedHthiazolo[aT]Ud]pyrimidineHderivativesHasHpotentHandHorallyH
bioavailableHtuβUYHnonUnucleosideHreverseHtranscriptaseHinhibitorsVHCommunicationseChemistryTH2019
THZTH

6.3 15

92 öolventHeffectsHonHtheHnitrogenHzyRHshieldingHandHnuclearHquadrupoleHcouplingHconstantsHinH
YUmethyltriazolesVHChemicalePhysicseLettersTH2008TH]bXTHYZeUY[b 2.5 15

91 unhibitorHrankingHthroughHQyHbasedHchelationHcalculationsHforHvirtualHscreeningHofHtuβUYHRzaseHtH
inhibitionVHPLoSeONETH2014THeTHeedbae 3.7 15

90
mutomatedHrragmentationH–olarizableHqmbeddingHpensityHrunctionalH₂heoryHP–qUpr₂QHoalculationsH
ofHzuclearHyagneticHResonanceHPzyRQHöhieldingHoonstantsHofH–roteinsHwithHmpplicationHtoH
ohemicalHöhiftH–redictionsVHJournaleofeChemicaleTheoryeandeComputationTH2017THY[THaZaUa[b

6.4 14

89 zyRHspinUspinHcouplingHconstantsHinHpolymethineHdyesHasHpolarityHindicatorsVHChemistryeueAeEuropeane
JournalTH2012THYdTHYYbccUd] 4.8 14

88 rluorescenceHandHphosphorescenceHofHacetoneHinHneatHliquidHandHaqueousHsolutionHstudiedHbyH
QyWyyHandH–oyHapproachesVHInternationaleJournaleofeQuantumeChemistryTH2011THYYYTHYaYYUYaZX 2.1 14

87 yolecularHelectricHpropertiesHofHliquidHwaterHcalculatedHusingHtheHcombinedHcoupledH
clusterWmolecularHmechanicsHmethodVHComputationaleandeTheoreticaleChemistryTH2003THb[ZTHZXcUZZa 14

86 o––qfHmnH†penUöourceHoSSHandH–ythonHxibraryHforH–olarizableHqmbeddingVHJournaleofeChemicale
TheoryeandeComputationTH2019THYaTHbYa]UbYb[ 6.4 13

85 zonlinearH†pticalHqffectsHunducedHbyHzanoparticlesHinHöymmetricHyoleculesâ� VHJournaleofePhysicale
ChemistryeCTH2010THYY]THZXdcXUZXdcb 3.8 13

Jacob Kongsted
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84 oonformationalHpependenceHofHusotropicH–olarizabilitiesVHJournaleofeChemicaleTheoryeande
ComputationTH2011THcTHY]X]UY] 6.4 13

83
ötructureUguidedHapproachHidentifiesHaHnovelHclassHofHtuβUYHribonucleaseHtHinhibitorsfHbindingHmodeH
insightsHthroughHmagnesiumHcomplexationHandHsiteUdirectedHmutagenesisHstudiesVHMedChemCommTH
2018THeTHabZUaca

5 12

82 mHquantumHmechanicsWmolecularHdynamicsHstudyHofHelectricHfieldHgradientHfluctuationsHinHtheHliquidH
phaseVH₂heHcaseHofHzaSHinHaqueousHsolutionVHPhysicaleChemistryeChemicalePhysicsTH2013THYaTHYbZYU[Y 3.6 12

81 towHrarHpoesHaHReceptorHunfluenceHβibrationalH–ropertiesHofHanH†dorantkVHPLoSeONETH2016THYYTHeXYaZ[]a3.7 12

80 mHquantumUmechanicalHperspectiveHonHlinearHresponseHtheoryHwithinHpolarizableHembeddingVH
JournaleofeChemicalePhysicsTH2017THY]bTHZ[]YXY 3.9 11

79 mHtheoreticalHinvestigationHofHgasHphaseHz†[HinitiatedHnitrationHofHpUcresolVHChemicalePhysicsTH2011TH
[deTH[eU]b 2.3 11

78 mssessingHfrequencyUdependentHsiteHpolarisabilitiesHinHlinearHresponseHpolarisableHembeddingVH
MolecularePhysicsTH2017THYYaTH[eU]c 1.7 10

77 oomputationalHmpproachHtoHqvaluationHofH†pticalH–ropertiesHofHyembraneH–robesVHJournaleofe
ChemicaleTheoryeandeComputationTH2017THY[THcYeUcZb 6.4 10

76 mbsorptionHöpectraHofHrmpHqmbeddedHinHoryptochromesVHJournaleofePhysicaleChemistryeLettersTH2018
THeTH[bYdU[bZ[ 6.4 10

75 –olarizableHembeddingHbasedHonHmulticonfigurationalHmethodsfHourrentHdevelopmentsHandHtheH
roadHaheadVHInternationaleJournaleofeQuantumeChemistryTH2014THYY]THYYXZUYYXc 2.1 10

74 ptUunducedHyodulationHofH†neUHandH₂woU–hotonHmbsorptionH–ropertiesHinHaHzaphthaleneUnasedH
yolecularH–robeVHJournaleofeChemicaleTheoryeandeComputationTH2013THeTH[bbXUe 6.4 10

73 mHUnifiedHrrameworkHforHtheH–olarizableHqmbeddingHandHoontinuumHyethodsHπithinH
yulticonfigurationalHöelfUconsistentHrieldH₂heoryVHAdvanceseineQuantumeChemistryTH2013THbbTHYeaUZ[d 1.4 10

72 udentifyingHtheHtamiltonianHstructureHinHlinearHresponseHtheoryVHJournaleofeChemicalePhysicsTH2014TH
Y]XTHZZ]YX[ 3.9 10

71 öynthesisTHbiologicalHevaluationHandHmolecularHmodellingHstudiesHofH]UanilinoquinazolineHderivativesH
asHproteinHkinaseHinhibitorsVHBioorganiceandeMedicinaleChemistryTH2014THZZTHYeXeUYa 3.4 10

70 ₂heHReactionHofH†xyHtemoglobinHwithHzitritefHyechanismTHmntioxidantUyodulatedHqffectTHandH
umplicationsHforHnloodHöubstituteHqvaluationVHMoleculesTH2018THZ[TH 4.8 9

69 oomputationalHassignmentHofHredoxHstatesHtoHooulombHblockadeHdiamondsVHPhysicaleChemistrye
ChemicalePhysicsTH2014THYbTHYc]c[Ud 3.6 9

68 ohelationUunducedHQuenchingHofH₂woU–hotonHmbsorptionHofHmzacrownHqtherHöubstitutedHpistyrylH
nenzeneHforHyetalHuonHöensingVHJournaleofeChemicaleTheoryeandeComputationTH2014THYXTHccdUdd 6.4 9

67 yodelingHqlectronicHoircularHpichroismHwithinHtheH–olarizableHqmbeddingHmpproachVHJournaleofe
ChemicaleTheoryeandeComputationTH2017THY[TH]]]ZU]]aY 6.4 9

(2017-2011)
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66
nenchmarkingHtheHmultipoleHshieldingHpolarizabilityWreactionHfieldHapproachHtoHsolvationHagainstH
QyWyyfHapplicationsHtoHtheHshieldingHconstantsHofHzUmethylacetamideVHJournaleofeChemicalePhysicsTH
2011THY[]THX]]aY]

3.9 9

65 mnHaveragedHpolarizableHpotentialHforHmultiscaleHmodelingHinHphospholipidHmembranesVHJournaleofe
ComputationaleChemistryTH2017TH[dTHbXYUbYY 3.5 8

64 βeryHötrongHnindingHforHaHzeutralHoalix[]]pyrroleHReceptorHpisplayingH–ositiveHmllostericHnindingVH
JournaleofeOrganiceChemistryTH2017THdZTHZYZ[UZYZd 4.2 8

63 ötructuralHdesignHofHintrinsicallyHfluorescentHoxysterolsVHChemistryeandePhysicseofeLipidsTH2018THZYZTHZbU[] 3.7 8

62 ₂heHöecondU†rderH–olarizationH–ropagatorHmpproximationHPö†––mQHmethodHcoupledHtoHtheH
polarizableHcontinuumHmodelVHComputationaleandeTheoreticaleChemistryTH2014THYX]XUYX]YTHa]UbX 2 8

61
nindingHyechanismHandHyagneticH–ropertiesHofHaHyultifunctionalHöpinHxabelHforH₂argetedHq–RH
umagingHofHmmyloidH–roteinsfHunsightHfromHmtomisticHöimulationsHandHrirstU–rinciplesHoalculationsVH
JournaleofeChemicaleTheoryeandeComputationTH2012THdTH]cbbUc]

6.4 8

60 pesignTHsynthesisTHandHbiologicHevaluationHofHnovelHgalloylHderivativesHasHtuβUYHRzaseHtHinhibitorsVH
ChemicaleBiologyeandeDrugeDesignTH2019THe[THadZUade 2.9 8

59 rrontiersHinHyultiscaleHyodelingHofH–hotoreceptorH–roteinsVHPhotochemistryeandePhotobiologyTH2021
THecTHZ][UZbe 3.6 8

58 RelativisticH–olarizableHqmbeddingVHJournaleofeChemicaleTheoryeandeComputationTH2017THY[THZdcXUZddX 6.4 7

57
peterminationHofHrateHconstantsHforHtheHuptakeHprocessHinvolvingHö†ZHandHanHaerosolHparticleVHmH
quantumHmechanicsWmolecularHmechanicsHandHquantumHstatisticalHinvestigationVHChemicalePhysicsTH
2008TH[]dTHZYU[X

2.3 7

56 nindingHandHintracellularHtransportHofHZaUhydroxycholesterolHbyHziemannU–ickHoZHproteinVH
BiochimicaeEteBiophysicaeActaeueBiomembranesTH2020THYdbZTHYd[Xb[ 3.8 7

55
yodelingHofHyagneticHoircularHpichroismHandHUβWβisHmbsorptionHöpectraHUsingHrluctuatingHohargesH
orH–olarizableHqmbeddingHwithinHaHResonantUoonvergentHResponseH₂heoryHrormalismVHJournaleofe
ChemicaleTheoryeandeComputationTH2018THY]THb[eYUb]X]

6.4 7

54 yodelingHmagneticHcircularHdichroismHwithinHtheHpolarizableHembeddingHapproachVHTheoreticale
ChemistryeAccountsTH2018THY[cTHY 1.9 6

53 pualHmechanismHofHtuβUYHintegraseHandHRzaseHtHinhibitionHbyHdiketoHderivativesHâ��HaHcomputationalH
studyVHRSCeAdvancesTH2014TH]TH[dbcZU[dbdY 3.7 6

52 öimulationsHofHlightHabsorptionHofHcarbonHparticlesHinHnanoaerosolHclustersVHJournaleofePhysicale
ChemistryeATH2014THYYdTHYdceUdb 2.8 6

51 ooordinationUdrivenHswitchingHofHaHpreorganizedHandHcooperativeHcalix[]]pyrroleHreceptorVH
ChemistryeueAeEuropeaneJournalTH2013THYeTHZcbdUca 4.8 6

50 –olarizableHpensityHqmbeddingHforHxargeHniomolecularHöystemsVHJournaleofeChemicaleTheoryeande
ComputationTH2020THYbTHaeeeUbXXb 6.4 6

49 †neUHandHtwoUphotonHsolvatochromismHofHtheHfluorescentHdyeHzileHRedHandHitsHorTHrHandH
nrUsubstitutedHanaloguesVHPhotochemicaleandePhotobiologicaleSciencesTH2020THYeTHY[dZUY[eY 4.2 6

Jacob Kongsted
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48 RationalHdesignHofHnovelHfluorescentHanaloguesHofHcholesterolfHaHJstepUbyUstepJHcomputationalH
studyVHPhysicaleChemistryeChemicalePhysicsTH2019THZYTHYa]dcUYaaX[ 3.6 5

47 piscoveryHofHaH–otentHmdenineUnenzyltriazoloU–leuromutilinHoonjugateHwithH–ronouncedH
mntibacterialHmctivityHagainstHyRömVHJournaleofeMedicinaleChemistryTH2020THb[THYabe[UYacXd 8.3 5

46 RationalHpesignHofHzileHRedHmnalogsHforHöensingHinHyembranesVHJournaleofePhysicaleChemistryeBTH
2019THYZ[THYX]Z]UYX][Z 3.4 5

45 yembraneHorganizationHandHintracellularHtransportHofHaHfluorescentHanalogueHofH
ZcUhydroxycholesterolVHChemistryeandePhysicseofeLipidsTH2020THZ[[THYXaXX] 3.7 5

44
zitrogenHUqdgeHXUrayHmbsorptionHöpectraHofHmmmoniumHandHmmmoniaHinHπaterHöolutionfHmssessingH
theH–erformanceHofH–olarizableHqmbeddingHooupledHolusterHyethodsVHJournaleofePhysicaleChemistrye
LettersTH2021THYZTHddbaUddcY

6.4 5

43 UltramildHproteinUmediatedHclickHchemistryHcreatesHefficientHoligonucleotideHprobesHforHtargetingH
andHdetectingHnucleicHacidsVHChemBioChemTH2015THYbTHYYb[Uc 3.8 4

42 yultipoleHmomentsHforHembeddingHpotentialsfHqxploringHdifferentHatomicHallocationHalgorithmsVH
JournaleofeComputationaleChemistryTH2016TH[cTHYddcUeb 3.5 4

41 oomputationalHoharacterizationHofHaHoholesterolUnasedHyolecularHRotorHinHxipidHyembranesVH
JournaleofePhysicaleChemistryeBTH2019THYZ[THc[Y[Uc[Zb 3.4 4

40 q–RHspinHtamiltonianHparametersHofHencapsulatedHspinUlabelsfHimpactHofHtheHhydrogenHbondingH
topologyVHPhysicaleChemistryeChemicalePhysicsTH2013THYaTHZ]ZcU[] 3.6 4

39 towHorucialHmreHriniteH₂emperatureHandHöolventHqffectsHonHötructureHandHmbsorptionHöpectraHofH
öiYXkVHJournaleofePhysicaleChemistryeCTH2012THYYbTHZbbYdUZbbZ] 3.8 4

38 öolvatochromicHshiftsHvsHnanosolvationHpatternsfHUracilHinHwaterHasHaHtestHcaseVHComputationaleande
TheoreticaleChemistryTH2011THec]THYXeUYYb 2 4

37
₂heHcouplingHconstantHpolarizabilityHandHhyperpolarizabiltyHofHYvPztQHinHzUmethylacetamideTHandHitsH
applicationHforHtheHmultipoleHspinUspinHcouplingHconstantHpolarizabilityWreactionHfieldHapproachHtoH
solvationVHJournaleofeComputationaleChemistryTH2011TH[ZTH[YbdUc]

3.5 4

36 öubstitutedHeUpiethylaminobenzo[]phenoxazinUaUonesHPzileHRedHmnaloguesQfHöynthesisHandH
–hotophysicalH–ropertiesVHJournaleofeOrganiceChemistryTH2021THdbTHY]cYUY]dd 4.2 4

35 nindingHaffinityHmodelsHforHralcipainHinhibitionHbasedHonHtheHxinearHunteractionHqnergyHmethodVH
JournaleofeMoleculareGraphicseandeModellingTH2016THcXTHZ[bUZ]a 2.8 4

34 –reparationHofHorganocobaltPiiiQHcomplexesHviaH†HactivationVHDaltoneTransactionsTH2021THaXTH]dYeU]dZe 4.3 4

33 †ptimizationHandHtransferabilityHofHnonUelectrostaticHrepulsionHinHtheHpolarizableHdensityH
embeddingHmodelVHJournaleofeComputationaleChemistryTH2017TH[dTHZYXdUZYYc 3.5 3

32
mHcomparativeHstudyHofHbindingHaffinitiesHforHbTcUdimethoxyU]UpyrrolidylquinazolinesHasH
phosphodiesteraseHYXmHinhibitorsHusingHtheHlinearHinteractionHenergyHmethodVHJournaleofeMoleculare
GraphicseandeModellingTH2015THbYTH]]UaZ

2.8 3

31
†neU–hotonHmbsorptionH–ropertiesHfromHaHtybridH–olarizableHpensityHqmbeddingWoomplexH
–olarizationH–ropagatorHmpproachHforH–olarizableHöolutionsVHJournaleofeChemicaleTheoryeande
ComputationTH2018THY]THZY]aUZYa]

6.4 3

(2018-2019)
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30 nasisHsetHerrorHestimationHforHpr₂HcalculationsHofHelectronicHgUtensorsHforHtransitionHmetalH
complexesVHJournaleofeComputationaleChemistryTH2014TH[aTHYdXeUY] 3.5 3

29 niochemicalHandHoomputationalHmnalysisHofHtheHöubstrateHöpecificitiesHofHofrHandHRlmzH
yethyltransferasesVHPLoSeONETH2015THYXTHeXY]abaa 3.7 3

28 saugeUoriginHindependentHmagnetizabilitiesHfromHhybridHquantumHmechanicsWmolecularHmechanicsH
modelsfH₂heoryHandHapplicationsHtoHliquidHwaterVHChemicalePhysicseLettersTH2007TH]]ZTH[ZZU[Zd 2.5 3

27 ˛†UmctinH–eptideUnasedHunhibitorsHofHtistidineHyethyltransferaseHöq₂p[VHChemMedChemTH2021THYbTHZbeaUZcXZ3.7 3
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