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443 {tπσilityFofFtheFpolyyniωFformFofFkRFkRFkRFπndFkFnπnoringsbFπFωhπllengeFtπωkledFσyFrπngeSsepπrπtedF
douσleShyσridFdensityFfunωtionπlsTTFPhysicaleChemistryeChemicalePhysicsRF2022RF 3.6 2

442 ’iolπtionFofFpundMsFruleFinFmoleωulesbFxrediωtingFtheFexωitedSstπteFenergyFinversionFσyF}lSln}FwithF
douσleShyσridFmethodsTTFJournaleofeChemicalePhysicsRF2022RFW[]RFVYZWV[ 3.9 6

441 }πωklingFπnFπωωurπteFdesωriptionFofFmoleωulπrFreπωtivityFwithFdouσleShyσridFdensityFfunωtionπlsTTF
JournaleofeChemicalePhysicsRF2022RFW[]RFW]WWVW 3.9 0

440 iFgloσπlFπnπlysisFofFexωitedFstπtesbFtheFgloσπlFtrπnsitionFωontriσutionFgridsTFTheoreticaleChemistrye
AccountsRF2021RFWZVRFW 1.9 0

439 issessingFωhπllengingFintrπSFπndFinterSmoleωulπrFωhπrgeStrπnsferFexωitπtionsFenergiesFwithF
douσleShyσridFdensityFfunωtionπlsTFJournaleofeComputationaleChemistryRF2021RFZXRFa_VSa`W 3.5 10

438 iFωomσinedFuonteFkπrloUln}FπpproπωhFtoFsimulπteF‘’SvisFspeωtrπFofFmoleωulesFπndFπggregπtesbF
ueroωyπnineFdyesFπsFπFωπseFstudyTFJournaleofeComputationaleChemistryRF2021RFZXRFWV[ZSWV]Y 3.5 0

437 jeyondFkhemiωπlFiωωurπωyFforFilkπneF}hermoωhemistrybF}heFlpFipproπωhTFJournaleofeOrganice
ChemistryRF2021RF`]RF[[Y`S[[Z[ 4.2 3

436 khπsingFunphysiωπlF}lSln}FexωitedFstπtesFinFtrπnsitionFmetπlFωomplexesFwithFπFsimpleFdiπgnostiωF
toolTFJournaleofeChemicalePhysicsRF2021RFW[ZRFXVZWVX 3.9 1

435 iggregπtionSqnduωedFmmissionbFiFkhπllengeFforFkomputπtionπlFkhemistryF}πkingF}xiSjuwFπsFπnF
mxπmplePTFChemPhysChemRF2021RFXXRFW`VXSW`W] 3.2 1

434 wnFtheFqnterplπyFσetweenFuoleωulπrFxπωkingFπndFwptiωπlFzesponseFinF}hinFnilmsFforFwrgπniωF
xhotovoltπiωsTFJournaleofePhysicaleChemistryeCRF2021RFWX[RFW]YVZSW]YW[ 3.8

433 mleωtroniωFωouplingFinFtheFreduωedFstπteFliesFπtFtheForiginFofFωolorFωhπngesFofFommoωhromesTFDyese
andePigmentsRF2021RFW`[RFWV`]]W 4.6 2

432 ueωhπnoωhromiωFttlxmFnilmsFlopedFwithFvqzFzefleωtiveFxπliogenFjlπωkTFMacromoleculareRapide
CommunicationsRF2021RFZXRFeXVVVZX] 4.8 2

431
zoleFofFkomputπtionπlF’πriπσlesFonFtheFxerformπnωesFofFkw{uwS{ikFuodelbFiFkomσinedF
}heoretiωπlFπndFmxperimentπlFqnvestigπtionTFIndustrialelamp;eEngineeringeChemistryeResearchRF2021RF
]VRFXYWZSXYX[

3.9

430 xπiringFdouσleFhyσridFfunωtionπlsFwithFπFtπiloredFσπsisFsetFforFπnFπωωurπteFthermoωhemistryFofF
hydroωπrσonsTTFRSCeAdvancesRF2021RFWWRFX]V_YSX]V`X 3.7 1

429 mleωtroniωFmnergyFπndFtoωπlFxropertyFmrrorsFπtFy}iquFkritiωπlFxointsFwhileFklimσingFxerdewMsF
tπdderFofFlensitySnunωtionπlFipproximπtionsTTFJournaleofeChemicaleTheoryeandeComputationRF2021RF 6.4 3

428 oenerπlFlensitySjπsedFqndexFtoFinπlyzeFkhπrgeF}rπnsferFxhenomenπbFnromFuodelsFtoFjutterflyF
uoleωulesTFJournaleofeChemicaleTheoryeandeComputationRF2020RFW]RFZ[ZYSZ[[Y 6.4 10

427 mleωtronF{pinFlensitiesFπndFlensityFnunωtionπlFipproximπtionsbFwpenS{hellFxolyωyωliωFiromπtiωF
pydroωπrσonsFπsFkπseF{tudyTFJournaleofeChemicaleTheoryeandeComputationRF2020RFW]RFY[]_SY[__ 6.4 6
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426 }owπrdFtheFueωhπnistiωF‘nderstπndingFofFtheFidditivesMFzoleFonFimmoniumFvitrπteF
leωompositionbFkπlωiumFkπrσonπteFπndFkπlωiumF{ulfπteFπsFkπseF{tudiesTFACSeOmegaRF2020RF[RF[VYZS[VZV3.9 1

425 vonempiriωπlFNdouσleShyσridOFdensityFfunωtionπlsFπppliedFtoFπtomiωFexωitπtionFenergiesbFiF
systemπtiωFσπsisFsetFinvestigπtionTFInternationaleJournaleofeQuantumeChemistryRF2020RFWXVRFeX]WaY 2.1 7

424 ‘nderstπndingFtheFpropertiesFofFdithienylethenesFfunωtionπlizedFforFsuprπmoleωulπrFselfSπssemσlybF
πFmoleωulπrFmodelingFstudyTFPhysicaleChemistryeChemicalePhysicsRF2020RFXXRF]aZXS]a[X 3.6 5

423 zπngeSsepπrπtedFhyσridFπndFdouσleShyσridFdensityFfunωtionπlsbFiFquestFforFtheFdeterminπtionFofF
theFrπngeSsepπrπtionFpπrπmeterTFJournaleofeChemicalePhysicsRF2020RFW[XRFXZZWXZ 3.9 13

422 louσleFhyσridsFπndFtimeSdependentFdensityFfunωtionπlFtheorybFinFimplementπtionFπndFσenωhmπrkF
onFωhπrgeFtrπnsferFexωitedFstπtesTFJournaleofeComputationaleChemistryRF2020RFZWRFWXZXSWX[W 3.5 26

421 {uσterπhertzFuomentumFlrπgFπndF’iolπtionFofFuπtthiessenMsFzuleFinFπnF‘ltrπωleπnFnerromπgnetiωF
{rzuwΠ{Y}FuetπlliωF}hinFnilmTFPhysicaleRevieweLettersRF2020RFWX[RFXW_ZVW 7.4 4

420 wXFiωtivπtionFoverFigSleωorπtedFkewXNWWWOFπndF}iwXNWWVOF{urfπωesbFiF}heoretiωπlFkompπrπtiveF
qnvestigπtionTFJournaleofePhysicaleChemistryeCRF2020RFWXZRFX[aW_SX[aYV 3.8 6

419 }heoretiωπlFinsightsFonFπωωeptorSdonorFdyπdsFforForgπniωFphotovoltπiωsTFPhysicaleChemistryeChemicale
PhysicsRF2020RFXXRFX_ZWYSX_ZXZ 3.6 0

418 uodelingFtheFmleωtronF}rπnsferFkhπinFinFπnFirtifiωiπlFxhotosynthetiωFuπωhineTFJournaleofePhysicale
ChemistryeLettersRF2020RFWWRFa_Y`Sa_ZZ 6.4

417 uodelingFxhotonπstiωFuπteriπlsbFiFnirstFkomputπtionπlF{tudyTFJournaleofeChemicaleTheoryeande
ComputationRF2020RFW]RF_VW_S_VYX 6.4 1

416 komputπtionFofFωovπlentFπndFnonωovπlentFstruωturπlFpπrπmetersFπtFlowFωomputπtionπlFωostbF
mffiωienωyFofFtheFlpS{’xlFmethodTFInternationaleJournaleofeQuantumeChemistryRF2020RFWXVRFeX]XYY 2.1 2

415 pXFlissoωiπtionFπndF“πterFmvolutionFonF{ilverSleωorπtedFkewXNWWWObFiFpyσridFlensityFnunωtionπlF
}heoryFqnvestigπtionTFJournaleofePhysicaleChemistryeCRF2019RFWXYRFX[]]`SX[]_a 3.8 6

414 zπngeSsepπrπtedFhyσridFdensityFfunωtionπlsFmπdeFsimpleTFJournaleofeChemicalePhysicsRF2019RFW[VRFXVWWVX3.9 40

413 qnF{iliωoFqnvestigπtionFofFtheFiggregπtionSkπusedFyuenωhingbFtheFâ��}olπneSjπsedFuoleωuleâ��FkπseTF
ChemPhotoChemRF2019RFYRF_aZS`VY 3.3 4

412 {mπllFjπsisF{etFillowingFtheFzeωoveryFofFlispersionFqnterπωtionsFwithFlouσleSpyσridFnunωtionπlsTF
JournaleofeChemicaleTheoryeandeComputationRF2019RFW[RFXaZZSXa[Y 6.4 7

411 mxperimentπlFπndFtheoretiωπlFπssignmentsFofFstereoregulπrFpolyNvSpentenylωπrσπzoleOFn}SqzF
speωtrπTFVibrationaleSpectroscopyRF2019RFWVWRF]ZS_V 2.1 1

410 xhotophysiωπlFpropertiesFofFfluoresωentFimπgingFσiologiωπlFproσesFofFnuωleiωFπωidsbF{ikSkqFπndF
}lSln}F{tudyTFJournaleofeComputationaleChemistryRF2019RFZVRFWX_SWYZ 3.5 3

409 }heoretiωπlFinsightsFintoFinorgπniωSorgπniωFinterωπlπtionFproduωtsFofFtheFlπyeredFperovskiteF
ptπvσwbFperspeωtivesFforFhyσridFprotonFωonduωtorsTFPhysicaleChemistryeChemicalePhysicsRF2019RFXWRFW]]Z_SW]][_3.6 3
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408 louσleSpyσridFnunωtionπlsFπndF}πiloredFjπsisF{etbFnullereneFNkOFlimerFπndFqsomersFπsF}estFkπsesTF
JournaleofePhysicaleChemistryeARF2019RFWXYRFWVVZVSWVVZ] 2.8 4

407 spShyσridizedFωπrσonFπllotropeFmoleωulπrFstruωturesbFinFongoingFωhπllengeFforFdensitySfunωtionπlF
πpproximπtionsTFJournaleofeChemicalePhysicsRF2019RFW[WRFXWWWVZ 3.9 22

406 iggregπtionFmffeωtsFonFxigmentFkoπtingsbFxigmentFzedFW_aFπsFπFkπseF{tudyTFACSeOmegaRF2019RFZRFXVYW[SXVYXY3.9 12

405 loesFtheFgrπdientSregulπtedFωonneωtionFimproveFtheFdesωriptionFofFωorrelπtedFmetπlFσondF
propertiesgTFInternationaleJournaleofeQuantumeChemistryRF2019RFWWaRFeX[`YW 2.1

404
iggregπtionSωπusedFquenωhingFversusFωrystπllizπtionFinduωedFemissionFinF
thiπzolo [RZSσ]thieno YRXSe]pyridineFN}}xOFderivπtivesbFtheoretiωπlFinsightsTFPhysicaleChemistrye
ChemicalePhysicsRF2018RFXWRFZ]S[]

3.6 29

403 kommuniωπtionbFmvπluπtingFnonSempiriωπlFdouσleFhyσridFfunωtionπlsFforFspinSstπteFenergetiωsFinF
trπnsitionSmetπlFωomplexesTFJournaleofeChemicalePhysicsRF2018RFWZ`RFVZWWVY 3.9 16

402 konduωtionFueωhπnismsFinFwxideâ��kπrσonπteFmleωtrolytesFforF{wnkbFpighlightingFtheFzoleFofFtheF
qnterfπωeFfromFnirstSxrinωiplesFuodelingTFJournaleofePhysicaleChemistryeCRF2018RFWXXRFWVV]_SWVV__ 3.8 16

401 lioxygenπtionFofFmetπlNqqOSωysteinπtoFωomplexesFinFklwFσiomimetiωFmodelsbFkπnFrutheniumFπndF
osmiumFreπωhFironFperformπnωesgTFInternationaleJournaleofeQuantumeChemistryRF2018RFWW`RFeX[[X[ 2.1 1

400 jRvSkodopedFgrπpheneFπsFωπtπlystFforFtheFoxygenFreduωtionFreπωtionbFqnsightsFfromFperiodiωFπndF
ωlusterFln}FωπlωulπtionsTFJournaleofeComputationaleChemistryRF2018RFYaRF]Y_S]Z_ 3.5 32

399 powFπreFtheFωhπrgeFtrπnsferFdesωriptorsFπffeωtedFσyFtheFquπlityFofFtheFunderpinningFeleωtroniωF
densitygTFJournaleofeComputationaleChemistryRF2018RFYaRF_Y[S_ZX 3.5 17

398 kommuniωπtionbFiωωurπteFdesωriptionFofFinterπωtionFenergiesFπndFthreeSσodyFeffeωtsFinFweπklyF
σoundFmoleωulπrFωomplexesFσyFxjmSyqlpFmodelsTFJournaleofeChemicalePhysicsRF2018RFWZaRFVZWWVW 3.9 2

397 iωωurπωyFofF}lSln}FoeometriesbFiFnreshFtookTFJournaleofeChemicaleTheoryeandeComputationRF2018RF
WZRFY_W[SY_X_ 6.4 40

396 zπngeS{epπrπtedFlouσleSpyσridFnunωtionπlFfromFvonempiriωπlFkonstrπintsTFJournaleofeChemicale
TheoryeandeComputationRF2018RFWZRFZV[XSZV]X 6.4 32

395 wptoeletroniωFpropertiesFofFpolyNvSπlkenylSωπrσπzoleOsFdrivenFσyFpolymerFstereoregulπrityTFJournale
ofePolymereScienceeParteARF2018RF[]RFXZXSX[W 2.5 11

394 qnvestigπtionFofFferromπgnetiωFheterogeneitiesFinFtπVT_{rVTYunwYthinFfilmsTFJournalePhysicseD:e
AppliedePhysicsRF2017RF[VRFVZ[VVW 3 3

393 }heoretiωπlFπpproπωhesFforFprediωtingFtheFωolorFofFrigidFdyesFinFsolutionTFJournaleofeComputationale
ChemistryRF2017RFY`RFaa`SWVVZ 3.5 12

392 ‘nderstπndingFiggregπtionSqnduωedFmmissionFinFuoleωulπrFkrystπlsbFqnsightsFfromF}heoryTFJournale
ofePhysicaleChemistryeCRF2017RFWXWRF[_Z_S[_[X 3.8 37

391 xπrtneringFdispersionFωorreωtionsFwithFmodernFpπrπmeterSfreeFdouσleShyσridFdensityFfunωtionπlsTF
PhysicaleChemistryeChemicalePhysicsRF2017RFWaRFWYZ`WSWYZ`_ 3.6 16
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390 leterminingFtheFroleFofFtheFunderlyingForσitπlSdependenωeFofFxjmVSlpFπndFxjmSyqlpF
douσleShyσridFdensityFfunωtionπlsTFJournaleofeComputationaleChemistryRF2017RFY`RFW[VaSW[WZ 3.5 1

389
kompπringFtheFperformπnωeFofF}lSln}FπndF{ikSkqFmethodsFinFtheFdesωriptionFofFexωitedFstπtesF
potentiπlFenergyFsurfπωesbFinFexωitedFstπteFprotonFtrπnsferFreπωtionFπsFωπseFstudyTFJournaleofe
ComputationaleChemistryRF2017RFY`RFWV`ZSWVaX

3.5 13

388 levelopmentFofF{impleFy{xzFuodelsFforFtheFxrediωtionFofFtheFpeπtFofFleωompositionFofFwrgπniωF
xeroxidesTFMoleculareInformaticsRF2017RFY]RFW_VVVXZ 3.8 4

387 mffeωtsFofF{uσstituentsFonF}rπnsportFxropertiesFofFuoleωulπrFuπteriπlsFforFwrgπniωF{olπrFkellsbFiF
}heoretiωπlFqnvestigπtionTFChemistryeofeMaterialsRF2017RFXaRF]_YS]`W 9.6 28

386 {peedS‘pFofFtheFmxωitedS{tπteFjenωhmπrkingbFlouσleSpyσridFlensityFnunωtionπlsFπsF}estFkπsesTF
JournaleofeChemicaleTheoryeandeComputationRF2017RFWYRF[[YaS[[[W 6.4 25

385 lefeωtFinterπωtionFπndFloωπlFstruωturπlFdistortionsFinFugSdopedFtπoπwbFiFωomσinedFexperimentπlF
πndFtheoretiωπlFstudyTFJournaleofeChemicalePhysicsRF2017RFWZ_RFWZZ_VX 3.9 2

384 {ynergistiωFmffeωtsFinFxtFSxorphyrinoidFlyesFπsFkπndidπtesFforFπFluπlSiωtionFintiωπnωerF}herπpybFiF
}heoretiωπlFmxplorπtionTFChemistryeteAeEuropeaneJournalRF2017RFXYRFW[WXZSW[WYX 4.8 14

383 uetriωsFforFuoleωulπrFmleωtroniωFmxωitπtionsbFiFkompπrisonFσetweenFwrσitπlSFπndFlensitySjπsedF
lesωriptorsTFJournaleofePhysicaleChemistryeARF2017RFWXWRF_[ZYS_[Za 2.8 24

382
mffeωtsFofFinthrylForoupsFonFtheFkhπrgeF}rπnsportFπndFxhotovoltπiωFxropertiesFofF{mπllF
}riπrylπmineSjπsedFlonorSiωωeptorFuoleωulesbFiFrointFmxperimentπlFπndF}heoretiωπlF{tudyTF
ChemistrySelectRF2017RFXRF]Xa]S]YVY

1.8 5

381 khπrgeFtrπnsferFexωitπtionsFinF}lln}bFiFghostShunterFindexTFJournaleofeComputationaleChemistryRF
2017RFY`RFXW[WSXW[] 3.5 30

380 uodelingFtheFuodulπtionFofFmmissionFjehπviorFinFmU—FqsomersFofFlipyrrolyldiphenylethenebFnromF
uoleωulesFtoFvπnoπggregπtesTFJournaleofePhysicaleChemistryeCRF2017RFWXWRFX[]VYSX[]W] 3.8 10

379 lensityFnunωtionπlFleterminπtionFofFtheFmnergetiωsFofFtheFnormπtionFofFtrπnsS{tilσeneFkπtπlyzedF
σyF{ulfenπteFinionsTFChemCatChemRF2017RFaRFX_`SX`W 5.2 7

378 iFfirstFωomσinedFeleωtroωhemiωπlFπndFmodellingFstrπtegyFonFωompositeFωπrσonπteUoxideF
eleωtrolytesFforFhyσridFfuelFωellsTFInternationaleJournaleofeHydrogeneEnergyRF2016RFZWRFW`__`SW`_`_ 6.7 8

377 ‘nveilingFtheFzeπωtivityFofFπF{ynthetiωFuimiωFofFtheFwxygenFmvolvingFkomplexTFJournaleofePhysicale
ChemistryeLettersRF2016RF_RF[VW[S[VXW 6.4 15

376 inωhoringFgroupsFforFdyesFinFpSl{{kFπppliωπtionbFinsightsFfromFln}TFJournaleofeMoleculareModelingRF
2016RFXXRFX`a 2 16

375 qnterπωtionFofFosmiumNiiOFredoxFproσesFwithFlvibFinsightsFfromFtheoryTFPhysicaleChemistryeChemicale
PhysicsRF2016RFW`RFYVVXaSYVVYa 3.6 2

374 }heoretiωπlFπndFmxperimentπlF{tudyFofFtheFzeπωtionFσetweenFimmoniumFvitrπteFπndF{odiumF{πltsTF
Industrialelamp;eEngineeringeChemistryeResearchRF2016RF[[RFWXW`YSWXWaV 3.9 11

373 }heoretiωπlFmxplorπtionFofF}ypeFqU}ypeFqqFluπlFxhotoreπωtivityFofFxromisingFzuNqqOFlyπdsFforFxl}F
ipproπωhTFInorganiceChemistryRF2016RF[[RFWWW`[SWWWaX 5.1 40
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372 yuπdrπtiωFintegrπndFdouσleShyσridFmπdeFspinSωomponentSsωπledTFJournaleofeChemicalePhysicsRF2016RF
WZZRFWXZWVZ 3.9 27

371 lefeωtFnormπtionFπndFliffusionFonFtheFNVVWOF{urfπωeFofFtiskwYFforFnuelFkellFippliωπtionsbFqnsightF
fromFpyσridFln}TFJournaleofePhysicaleChemistryeCRF2016RFWXVRFWXaZWSWXa[W 3.8 6

370 orπdientSregulπtedFωonneωtionSσπsedFωorreωtionFforFtheFxjmFexωhπngebFtheFxjmtrπnsFmodelTF
MolecularePhysicsRF2016RFWWZRFWV[aSWV][ 1.7 3

369
lesωriσingFexωitedFstπtesFofF n]ωyωlopπrπphenylenesFσyFhyσridFπndFdouσleShyσridFdensityF
funωtionπlsbFfromFisolπtedFtoFweπklyFinterπωtingFmoleωulesTFTheoreticaleChemistryeAccountsRF2016RF
WY[RFW

1.9 12

368 XXˇ�SmleωtronsF WTWTWTWTW]FpentπphyrinFπsFπFnewFphotosensitizingFπgentFforFwπterFdisinfeωtionbF
experimentπlFπndFtheoretiωπlFωhπrπωterizπtionTFTheoreticaleChemistryeAccountsRF2016RFWY[RFW 1.9 10

367 mxploringFtheFlimitsFofFreωentFexωhπngeâ��ωorrelπtionFfunωtionπlsFinFmodelingFlithiumUσenzeneF
interπωtionTFTheoreticaleChemistryeAccountsRF2016RFWY[RFW 1.9 20

366
qmportπnωeFofFwrσitπlFwptimizπtionFforFlouσleSpyσridFlensityFnunωtionπlsbFippliωπtionFofFtheF
wwSxjmSyqlpFuodelFforFklosedSFπndFwpenS{hellF{ystemsTFJournaleofePhysicaleChemistryeARF2016RF
WXVRFW_[]S]X

2.8 29

365 qnvestigπtingFtheFroleFofFtheFˇ�SσridgeFωhπrπωteristiωsFinFdonorâ��ˇ�Sspπωerâ��πωωeptorFtypeFdyesFforFsolπrF
ωellFπppliωπtionbFπFtheoretiωπlFstudyTFTheoreticaleChemistryeAccountsRF2016RFWY[RFW 1.9 4

364 uodelingFtheFphotosensitizingFpropertiesFofFthiolπteSproteωtedFgoldFnπnoωlustersTFPhysicale
ChemistryeChemicalePhysicsRF2016RFW`RF__Y_S[V 3.6 15

363 }heoretiωπlFqnvestigπtionFonFtheFzoleFofFtheFkentrπlFkπrσonFitomFπndFkloseFxroteinFmnvironmentF
onFtheFvitrogenFzeduωtionFinFuoFvitrogenπseTFACSeCatalysisRF2016RF]RFW[]_SW[__ 13.1 49

362 uoleωulπrFdynπmiωsFsimulπtionsFofFπFlithiumUsodiumFωπrσonπteFmixtureTFJournaleofeMoleculare
ModelingRF2016RFXXRF]W 2 10

361
uixedFlithiumSsodiumFNtivπkwYOFπndFlithiumSpotπssiumFNtiskwYOFωπrσonπtesFforFlowFtemperπtureF
eleωtroωhemiωπlFπppliωπtionsbF{truωtureRFeleωtroniωFpropertiesFπndFsurfπωeFreωonstruωtionFfromF
πσSinitioFωπlωulπtionsTFSurfaceeScienceRF2016RF]Z_RF]]S__

1.8 12

360 jenωhmπrkingFlensityFnunωtionπlsFonF{truωturπlFxπrπmetersFofF{mπllSUuediumS{izedFwrgπniωF
uoleωulesTFJournaleofeChemicaleTheoryeandeComputationRF2016RFWXRFZ[aS][ 6.4 110

359 komputπtionπlFuoleωulπrFmleωtroniωF{peωtrosωopyFwithF}lSln}TFTopicseineCurrenteChemistryRF2016RF
Y]`RFYZ_S_[ 25

358
lesignRFsynthesisRFσiologiωπlFevπluπtionRFvuzFπndFln}FstudiesFofFstruωturπllyFsimplifiedFtrimethoxyF
σenzπmidesFπsFseleωtiveFxSglyωoproteinFinhiσitorsbFtheFroleFofFmoleωulπrFflπtnessTFChemicaleBiologye
andeDrugeDesignRF2016RF``RF`XVS`YW

2.9 3

357
{ynergistiωFmffeωtsFofFuetπlsFinFπFxromisingFzuNqqOFSxtNqqOFissemσlyFforFπFkomσinedFintiωπnωerF
ipproπωhbF}heoretiωπlFmxplorπtionFofFtheFxhotophysiωπlFxropertiesTFChemistryeteAeEuropeaneJournalRF
2016RFXXRFaW]XS`

4.8 23

356 uodelingFemissionFfeπturesFofFsπliωylideneFπnilineFmoleωulπrFωrystπlsbFiFyuUyuMFπpproπωhTFJournale
ofeComputationaleChemistryRF2016RFY_RF`]WS_V 3.5 21

355 mxωitedS{tπteFxrotonF}rπnsferFπndFqntrπmoleωulπrFkhπrgeF}rπnsferFinFWRYSliketoneFuoleωulesTF
ChemPhysChemRF2016RFW_RFW[YVS` 3.2 10
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354 {emiωonduωtingFπndFoptiωπlFpropertiesFofFseleωtedFσinπryFωompoundsFσyFlineπrFresponseFln}Q‘F
πndFhyσridFfunωtionπlFmethodsTFTheoreticaleChemistryeAccountsRF2016RFWY[RFW 1.9 12

353
mleωtrostπtiωFmmσeddingF}oFuodelFtheFqmpπωtFofFmnvironmentFonFxhotophysiωπlFxropertiesFofF
uoleωulπrFkrystπlsbFiF{elfSkonsistentFkhπrgeFidjustmentFxroωedureTFJournaleofeChemicaleTheoryeande
ComputationRF2016RFWXRFYYW]SXZ

6.4 19

352 wptiωπlFpropertiesFofFtheFdiσenzothiπzolylphenolFmoleωulπrFωrystπlsFthroughFwvqwuFωπlωulπtionsbF
theFeffeωtFofFtheFeleωtrostπtiωFemσeddingFsωhemeTFTheoreticaleChemistryeAccountsRF2016RFWY[RFW 1.9 13

351
uodelingFωompositeFeleωtrolytesFforFlowStemperπtureFsolidFoxideFfuelFωellFπppliωπtionbFstruωturπlRF
viσrπtionπlFπndFeleωtroniωFfeπturesFofFωπrσonπteâ��oxideFinterfπωesTFJournaleofeMaterialseChemistryeARF
2016RFZRFW_Z_YSW_Z`X

13 6

350 jenωhmπrkingFtheFln}FmethodologyFforFπssessingFπntioxidπntSrelπtedFpropertiesbFquerωetinFπndF
edπrπvoneFπsFωπseFstudiesTFJournaleofeMoleculareModelingRF2016RFXXRFX[V 2 18

349 vonempiriωπlFlouσleSpyσridFnunωtionπlsbFinFmffeωtiveF}oolFforFkhemistsTFAccountseofeChemicale
ResearchRF2016RFZaRFW[VYSWY 24.3 75

348 iFquπlitπtiveFmodelFtoFidentifyFnonSrπdiπtiveFdeωπyFωhπnnelsbFtheFspiropyrπnFπsFωπseFstudyTF
TheoreticaleChemistryeAccountsRF2016RFWY[RFW 1.9 11

347 pyσridFnuelFkellsFwithFkπrσonπteUwxideFkompositeFmleωtrolytesbFinFmleωtroωhemiωπlFπndF
}heoretiωπlFqnsightTFECSeTransactionsRF2015RF]`RFX[a_SX]Va 1 7

346 uorphologiωπlFπndFωhπrgeFtrπnsportFpropertiesFofFπmorphousFπndFωrystπllineFxYp}FπndFxj}}}bF
insightsFfromFtheoryTFPhysicaleChemistryeChemicalePhysicsRF2015RFW_RFW`_ZXS[V 3.6 39

345 mxploringFexωitedFstπtesFusingF}imeFlependentFlensityFnunωtionπlF}heoryFπndFdensitySσπsedF
indexesTFCoordinationeChemistryeReviewsRF2015RFYVZSYV[RFW]]SW_` 23.2 94

344 nunωtionπlizedForπpheneFπsFπnFmleωtronSkπsωπdeFiωωeptorFforFiirSxroωessedFwrgπniωF}ernπryF{olπrF
kellsTFAdvancedeFunctionaleMaterialsRF2015RFX[RFY`_VSY``V 15.6 63

343 }heoretiωπlFqnvestigπtionFofFpoleF}rπnsporterFuπteriπlsFforFmnergyFleviωesTFJournaleofePhysicale
ChemistryeCRF2015RFWWaRFXY`aVSXY`a` 3.8 37

342
mleωtroniωFmxωitπtionsFinF{olutionbF}heFqnterplπyFσetweenF{tπteF{peωifiωFipproπωhesFπndFπF
}imeSlependentFlensityFnunωtionπlF}heoryFlesωriptionTFJournaleofeChemicaleTheoryeande
ComputationRF2015RFWWRF[_`XSaV

6.4 95

341 }heFdieneFisomerizπtionFenergiesFdπtπsetbFiFdiffiωultFtestFforFdouσleShyσridFdensityFfunωtionπlsgTF
JournaleofeChemicalePhysicsRF2015RFWZXRFXXZWV[ 3.9 10

340 {ystemπtiωFqmprovementFofFlensityFnunωtionπlsFthroughFxπrπmeterSnreeFpyσridizπtionF{ωhemesTF
JournaleofePhysicaleChemistryeLettersRF2015RF]RFY[ZVS[ 6.4 34

339 iFoenerπlFouideσookFforFtheF}heoretiωπlFxrediωtionFofFxhysiωoωhemiωπlFxropertiesFofFkhemiωπlsFforF
zegulπtoryFxurposesTFChemicaleReviewsRF2015RFWW[RFWYVaYSW]Z 68.1 87

338 kontrolledFtπutomeriωFswitωhingFinFπzonπphtholsFtunedFσyFsuσstituentsFonFtheFphenylFringTF
ChemPhysChemRF2015RFW]RF]ZaS[_ 3.2 13

337 louσleFhyσridFfunωtionπlsFπndFtheF˛ SsystemFσondFlengthFπlternπtionFωhπllengebFrivπlingFπωωurπωyFofF
postSpnFmethodsTFJournaleofeChemicaleTheoryeandeComputationRF2015RFWWRF`YXS` 6.4 19

(2015-2016)
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336 vonSpπrπmetrizedFfunωtionπlsFwithFempiriωπlFdispersionFωorreωtionsbFiFhπppyFmπtωhgTFTheoreticale
ChemistryeAccountsRF2015RFWYZRFW 1.9 16

335 iFωomprehensiveFln}FinvestigπtionFofFσulkFπndFlowSindexFsurfπωesFofF—rwXFpolymorphsTFJournaleofe
ComputationaleChemistryRF2015RFY]RFaSXW 3.5 49

334 lesωriσingFexωitedFstπteFintrπmoleωulπrFprotonFtrπnsferFinFduπlFemissiveFsystemsbFπFdensityF
funωtionπlFtheoryFσπsedFπnπlysisTFJournaleofePhysicaleChemistryeBRF2015RFWWaRFXZ[aS]] 3.4 37

333
zesponseFtoFâ��kommentFonFâ��louσlyFhyσridFdensityFfunωtionπlFxlpSxjmVFfromFπFpπrπmeterSfreeF
gloσπlFhyσridFmodelFxjmVâ��â��F rTFkhemTFxhysTFWZYRFW`_WVWFNXVW[O]TFJournaleofeChemicalePhysicsRF2015RF
WZYRFW`_WVX

3.9 7

332 komputπtionπlFqnsightsFintoFmxωitedS{tπteFxrotonS}rπnsferFzeπωtionsFinFizoFπndFizomethineFlyesTF
ChemPhysChemRF2015RFW]RFYa]]S_Y 3.2 18

331 qntrinsiωFπndFdynπmiωπlFreπωtionFpπthwπysFofFπnFexωitedFstπteFprotonFtrπnsferTFJournaleofePhysicale
ChemistryeBRF2015RFWWaRFX][VS_ 3.4 30

330 zeveπlingFtheFpropertiesFofFtheFωuσiωF—rwXFNWWWOFsurfπωeFσyFperiodiωFln}FωπlωulπtionsbFreduωiσilityF
πndFstπσilizπtionFthroughFdopingFwithFπliovπlentF–XwYTFRSCeAdvancesRF2015RF[RFWYaZWSWYa[W 3.7 19

329 mffeωtiveFeleωtronFdisplπωementsbFπFtoolFforFtimeSdependentFdensityFfunωtionπlFtheoryF
ωomputπtionπlFspeωtrosωopyTFJournaleofeChemicalePhysicsRF2014RFWZVRFWVZWVW 3.9 50

328 }heoretiωπlFπndFmxperimentπlF{tudyFonFtheFqnhiσitionFofFliethylFmtherFwxidπtionTFEnergyelamp;e
FuelsRF2014RFX`RFX`XWSX`Xa 4.1 5

327 xerformπnωeFofFπnFwptimπllyF}unedFzπngeS{epπrπtedFpyσridFnunωtionπlFforFVSVFmleωtroniωF
mxωitπtionFmnergiesTFJournaleofeChemicaleTheoryeandeComputationRF2014RFWVRFW]__S`[ 6.4 113

326 lyeFωhemistryFwithFtimeSdependentFdensityFfunωtionπlFtheoryTFPhysicaleChemistryeChemicalePhysicsRF
2014RFW]RFWZYYZS[] 3.6 225

325 }heFnπtureFofFvertiωπlFexωitedFstπtesFofFdyesFωontπiningFmetπlsFforFl{{kFπppliωπtionsbFinsightsFfromF
}lSln}FπndFdensityFσπsedFindexesTFPhysicaleChemistryeChemicalePhysicsRF2014RFW]RFWZZY[SZZ 3.6 51

324 mleωtroniωFjπndF{hπpesFkπlωulπtedFwithFwptimπllyF}unedFzπngeS{epπrπtedFpyσridFnunωtionπlsTF
JournaleofeChemicaleTheoryeandeComputationRF2014RFWVRFZ[aaS]V` 6.4 36

323 lithieno YRXSσbXgRYgSd]pyrπnSωontπiningForgπniωFlâ��ˇ�â��iFsensitizersFforFdyeSsensitizedFsolπrFωellsTFRSCe
AdvancesRF2014RFZRF]XZ_XS]XZ_[ 3.7 6

322 qntermoleωulπrFprotonFshuttlingFinFexωitedFstπteFprotonFtrπnsferFreπωtionsbFinsightsFfromFtheoryTF
PhysicaleChemistryeChemicalePhysicsRF2014RFW]RF`]]WS] 3.6 33

321 vonSrπdiπtiveFdeωπyFpπthsFinFrhodπminesbFnewFtheoretiωπlFinsightsTFPhysicaleChemistryeChemicale
PhysicsRF2014RFW]RFXV]`WS` 3.6 35

320 uodelingFofFωhπrgeFtrπnsferFproωessesFtoFunderstπndFphotophysiωπlFsignπturesbF}heFωπseFofF
zhodπmineFWWVTFChemicalePhysicseLettersRF2014RF]WVS]WWRFWZ`SW[X 2.5 16

319 wxidπtionFofFmthylσenzeneFtoFiωetophenoneFwithFvSlopedForπphenebFqnsightFfromF}heoryTFJournale
ofePhysicaleChemistryeCRF2014RFWW`RFWXX_[SWXX`Z 3.8 31
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318 uodelingFkhemiωπlFqnωompπtiσilitybFimmoniumFvitrπteFπndF{odiumF{πltFofFliωhloroisoωyπnuriωFiωidF
πsFπFkπseF{tudyTFIndustrialelamp;eEngineeringeChemistryeResearchRF2014RF[YRFWYaXVSWYaX_ 3.9 10

317 nromFiridoidsFtoFdyesbFπFtheoretiωπlFstudyFonFgenipinFreπωtivityTFRSCeAdvancesRF2014RFZRFWWVXa 3.7 11

316
jenωhmπrkF{tudyFonFtheF}ripletFmxωitedS{tπteFoeometriesFπndFxhosphoresωenωeFmnergiesFofF
peteroωyωliωFkompoundsbFkompπrisonFjetweenF}lSxjmVFπndF{ikSkqTFJournaleofeChemicaleTheorye
andeComputationRF2014RFWVRFYa]aS_a

6.4 32

315 toωπlizedFexωitedFωhπrgeFωπrriersFgenerπteFultrπfπstFinhomogeneousFstrπinFinFtheFmultiferroiωF
jinewYTFPhysicaleRevieweLettersRF2014RFWWXRFVa_]VX 7.4 80

314 qnFsiliωoFπssessmentFofFtheFpxtkâ��‘’FresponseFωoeffiωientsTFComputationaleandeTheoreticale
ChemistryRF2014RFWVZVSWVZWRFWS[ 2 4

313 kopperSπmyloidS˛†FωomplexFmπyFωπtπlyzeFperoxynitriteFproduωtionFinFσrπinbFevidenωeFfromF
moleωulπrFmodelingTFPhysicaleChemistryeChemicalePhysicsRF2014RFW]RFWVW]aS_Z 3.6 14

312 ueωhπniωπlFπndFmleωtriωπlFkontrolFofFkhπrgedFlomπinF“πllsFinFnerroeleωtriωFuπteriπlsTFMicroscopye
andeMicroanalysisRF2014RFXVRFW[Z]SW[Z_ 0.5

311 {imulπtionsFofF‘’â��visiσleFspeωtrπFforFπnπlytiωπlFπppliωπtionsbFphenothiπzinesFπsFπFωπseFstudyTF
MoleculareSimulationRF2014RFZVRFW]aSW_[ 2 3

310 komputπtionπlFxrotoωolFforFuodelingF}hermoωhromiωFuoleωulπrFkrystπlsbF{πliωylideneFinilineFisFπF
kπseF{tudyTFJournaleofeChemicaleTheoryeandeComputationRF2014RFWVRF[[__S`[ 6.4 39

309 kommuniωπtionbFdouσleShyσridFfunωtionπlsFfromFπdiπσπtiωSωonneωtionbFtheFyqlpFmodelTFJournaleofe
ChemicalePhysicsRF2014RFWZWRFVYWWVW 3.9 108

308 }owπrdFtπilorπσleFsurfπωesbFπFωomσinedFtheoretiωπlFπndFexperimentπlFstudyFofFlπnthπnumFnioσπteF
lπyeredFperovskitesTFJournaleofeChemicalePhysicsRF2014RFWZWRFVXZ_VZ 3.9 6

307 iFmeωhπnistiωFπndFexperimentπlFstudyFonFtheFdiethylFetherFoxidπtionTFProcesseSafetyeProgressRF2014RF
YYRF]ZS]a 1 13

306 xrediωtionFofFtheFthermπlFdeωompositionFofForgπniωFperoxidesFσyFvπlidπtedFy{xzFmodelsTFJournale
ofeHazardouseMaterialsRF2014RFX_]RFXW]SXZ 12.8 26

305 tπVT_{rVTYunwYFsuspendedFmiωroσridgesFforFunωooledFσolometersFmπdeFusingFreπωtiveFionFetωhingF
ofFtheFsiliωonFsuσstrπtesTFMicroelectroniceEngineeringRF2013RFWWWRFWVWSWVZ 2.5 22

304 khemiωπllyFintuitiveFindiωesFforFωhπrgeStrπnsferFexωitπtionFσπsedFonF{ikSkqFπndF}lSln}FωπlωulπtionsTF
JournaleofeComputationaleChemistryRF2013RFYZRFXZa`S[VW 3.5 24

303 jπωkσoneFeffeωtsFonFtheFωhπrgeFtrπnsportFinFpolySimidπzoleFmemσrπnesbFπFtheoretiωπlFstudyTF
JournaleofeMaterialseChemistryeARF2013RFWRF__[W 13 10

302 qsFtheF}πmmSlπnωoffFipproximπtionFzeliπσleFforFtheFkπlωulπtionFofFiσsorptionFπndFnluoresωenωeF
jπndF{hπpesgTFJournaleofeChemicaleTheoryeandeComputationRF2013RFaRFZ[W_SX[ 6.4 75

301 {truωtureFofFgenipinFinFsolutionbFπFωomσinedFexperimentπlFπndFtheoretiωπlFstudyTFRSCeAdvancesRF
2013RFYRFWY_]Z 3.7 12

(2013-2014)
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300 issessingFmodernFooiFfunωtionπlsFforFsolidsTFJournaleofeMoleculareModelingRF2013RFWaRFX_aWS] 2 13

299 mthyleneFdimerizπtionFωπtπlyzedFσyFmixedFphosphineSiminophosphorπneFniωkelNqqOFωomplexesbFπFln}F
investigπtionTFJournaleofeMoleculareModelingRF2013RFWaRFXWV_SW` 2 13

298 mvπluπtingFpushSpullFdyeFeffiωienωyFusingF}lSln}FπndFωhπrgeFtrπnsferFindiωesTFPhysicaleChemistrye
ChemicalePhysicsRF2013RFW[RFXVXWVSa 3.6 53

297 issessingFtheFperformπnωesFofFsomeFreωentlyFproposedFdensityFfunωtionπlsFforFtheFdesωriptionFofF
orgπnometπlliωFstruωturesTFTheoreticaleChemistryeAccountsRF2013RFWYXRFW 1.9 12

296 lisωriminπtingFroleFofFσπsesFinFdiketonπteFωopperNqOSωπtπlyzedFkSwFωouplingsbFphenolFversusF
diπryletherTFDaltoneTransactionsRF2013RFZXRF[YZ`S[Z 4.3 32

295 louσleShyσridFdensityFfunωtionπlsbFmergingFwπvefunωtionFπndFdensityFπpproπωhesFtoFgetFtheFσestF
ofFσothFworldsTFPhysicaleChemistryeChemicalePhysicsRF2013RFW[RFWZ[`WSaZ 3.6 79

294 {urfπωeSdependentFoxidπtionFofFpFXFonFkewFXFsurfπωesTFJournaleofeCatalysisRF2013RFXa_RFWaYSXVW 7.3 93

293 kommuniωπtionbFoneFthirdbFπFnewFreωipeFforFtheFxjmVFpπrπdigmTFJournaleofeChemicalePhysicsRF2013RF
WY`RFVXWWVZ 3.9 84

292 wnFtheFdevelopmentFofFy{xzFmodelsFforFregulπtoryFfrπmeworksbF}he´ heπtFofFdeωompositionFofF
nitroπromπtiωsFπsFπFtestFωπseTFJournaleofeLossePreventioneinetheeProcesseIndustriesRF2013RFX]RFWWVVSWWV[ 3.5 14

291 uodelingFlyeS{ensitizedF{olπrFkellsbFnromF}heoryFtoFmxperimentTFJournaleofePhysicaleChemistrye
LettersRF2013RFZRFWVZZS[V 6.4 93

290 mxωitedS{tπteFoeometriesFofFpeteroπromπtiωFkompoundsbFiFkompπrπtiveF}lSln}FπndF{ikSkqF{tudyTF
JournaleofeChemicaleTheoryeandeComputationRF2013RFaRFXY]`S_a 6.4 54

289 xhotophysiωπlFpropertiesFofFvqzSemittingFfluoresωenωeFproσesbFinsightsFfromF}lSln}TFPhysicale
ChemistryeChemicalePhysicsRF2013RFW[RFWVVWaSX_ 3.6 29

288 }heFωπlωulπtionsFofFexωitedSstπteFpropertiesFwithF}imeSlependentFlensityFnunωtionπlF}heoryTF
ChemicaleSocietyeReviewsRF2013RFZXRF`Z[S[] 58.5 1048

287 }heFπmmoniumFnitrπteFπndFitsFmeωhπnismFofFdeωompositionFinFtheFgπsFphπsebFπFtheoretiωπlFstudyF
πndFπFln}FσenωhmπrkTFPhysicaleChemistryeChemicalePhysicsRF2013RFW[RFWV`ZaS[` 3.6 35

286 khoosingFπFnunωtionπlFforFkomputingFiσsorptionFπndFnluoresωenωeFjπndF{hπpesFwithF}lSln}TF
JournaleofeChemicaleTheoryeandeComputationRF2013RFaRFX_ZaS]V 6.4 196

285 wnFtheFuetriωFofFkhπrgeF}rπnsferFuoleωulπrFmxωitπtionsbFiF{impleFkhemiωπlFlesωriptorTFJournaleofe
ChemicaleTheoryeandeComputationRF2013RFaRFYWW`SX] 6.4 247

284 konfinementFmffeωtsFonF‘’S’isiσleFiσsorptionF{peωtrπbF˛†SkπroteneFqnsideFkπrσonFvπnotuσeFπsFπF
}estFkπseTFJournaleofePhysicaleChemistryeLettersRF2013RFZRFWXYaSZY 6.4 22

283 qsF}hereF{tillFzoomFforFxπrπmeterFnreeFlouσleFpyσridsgFxerformπnωesFofFxjmVSlpFπndFjXxt–xF
overFmxtendedFjenωhmπrkF{etsTFJournaleofeChemicaleTheoryeandeComputationRF2013RFaRFYZZZS[X 6.4 33
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282 mxploringFtheFmetriωFofFexωitedFstπteFprotonFtrπnsferFreπωtionsTFJournaleofePhysicaleChemistryeBRF
2013RFWW_RFW]W][S_Y 3.4 50

281 xroσingFtheFperformπnωesFofFpq{{FfunωtionπlsFforFtheFdesωriptionFofFexωitedFstπtesFofFmoleωulπrF
systemsTFTheoreticaleChemistryeAccountsRF2013RFWYXRFW 1.9 1

280 ippliωπtionFofFreωentFdouσleShyσridFdensityFfunωtionπlsFtoFlowSlyingFsingletSsingletFexωitπtionF
energiesFofFlπrgeForgπniωFωompoundsTFJournaleofeChemicalePhysicsRF2013RFWYaRFW]ZWVZ 3.9 38

279 iFωompπrisonFofFgeometriωFpπrπmetersFfromFxjmSσπsedFdouσlyFhyσridFdensityFfunωtionπlsF
xjmVSlpRFxjmVSXRFπndFxlpSxjmVTFJournaleofeChemicalePhysicsRF2013RFWYaRFW_ZWV] 3.9 30

278 mxperimentπlFevidenωeFofFωorrelπtionFσetweenFWUfnoiseFlevelFπndFmetπlStoSinsulπtorFtrπnsitionF
temperπtureFinFepitπxiπlFtπVT_{rVTYunwYthinFfilmsTFJournalePhysicseD:eAppliedePhysicsRF2013RFZ]RFXVXVVW 3 11

277 itomiωF{truωtureFπndFxropertiesFofFkhπrgedFlomπinF“πllsFinFjinewYFnilmsTFMicroscopyeande
MicroanalysisRF2013RFWaRFW][ZSW][[ 0.5 5

276 idsorptionFofFsuωωessiveFlπyersFofFpXFmoleωulesFonFπFmodelFωopperFsurfπωebFperformπnωesFofF
seωondSFtoFfifthSrungFexωhπngeSωorrelπtionFfunωtionπlsTFHighlightseineTheoreticaleChemistryRF2013RFX`WSX`a

275 oenerπlizedFgrπdientFexωhπngeFfunωtionπlsFσπsedFonFtheFgrπdientSregulπtedFωonneωtionbFπFnewF
memσerFofFtheF}kiFfπmilyTFHighlightseineTheoreticaleChemistryRF2013RFXY_SXZY

274 vewFrπngeSsepπrπtedFhyσridsFσπsedFonFtheF}kiFdensityFfunωtionπlTFChemicalePhysicseLettersRF2012RF
[WaS[XVRFWZ[SWZa 2.5 5

273 zutheniumNqqOFωomplexesFwithFnewFlπrgeSsurfπωeFligπndsFσπsedFonFeleωtronSπωωeptingFexpπndedF
pyridiniumsbFinsightsFfromFdensityFfunωtionπlFtheoryTFTheoreticaleChemistryeAccountsRF2012RFWYWRFW 1.9 1

272 kontriσutionFtoFtheFueωhπnismFofFkopperSkπtπlyzedFkâ��vFπndFkâ��wFjondFnormπtionTF
OrganometallicsRF2012RFYWRF_]aZS__V_ 3.8 101

271 }lSln}FissessmentFofFnunωtionπlsFforFwptiωπlFVSVF}rπnsitionsFinF{olvπtedFlyesTFJournaleofeChemicale
TheoryeandeComputationRF2012RF`RFXY[aS_X 6.4 342

270 ’erdiωtbF}imeSlependentFlensityFnunωtionπlF}heoryFHvotFouiltyHFofFtπrgeFmrrorsFforFkyπninesTF
JournaleofeChemicaleTheoryeandeComputationRF2012RF`RFWX[[Sa 6.4 110

269 wrthorhomσiωFjinewYTFPhysicaleRevieweLettersRF2012RFWVaRFXZ_]V] 7.4 87

268 khπrgeFtrπnsportFinFpolySimidπzoleFmemσrπnesbFπFfreshFπpprπisπlFofFtheForotthussFmeωhπnismTF
PhysicaleChemistryeChemicalePhysicsRF2012RFWZRFWVaWVS` 3.6 26

267 qmpπωtFofF’iσroniωFkouplingsFonFxerωeivedFkolorsbF}woFinthrπquinonesFπsFπF“orkingFmxπmpleTF
JournaleofePhysicaleChemistryeLettersRF2012RFYRFZ]`S_W 6.4 69

266 wxidπtionFmeωhπnismFofFπliphπtiωFethersbFtheoretiωπlFinsightsFonFtheFmπinFreπωtionFωhπnnelsTF
JournaleofePhysicaleChemistryeARF2012RFWW]RFaVWVSa 2.8 11

265 uodelingFσπsiωFωomponentsFofFsolidFoxideFfuelFωellsFusingFdensityFfunωtionπlFtheorybFjulkFπndF
surfπωeFpropertiesFofFkewXTFSurfaceeScienceRF2012RF]V]RFYV[SYWW 1.8 27

(2012-2013)
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264 louσlyFhyσridFdensityFfunωtionπlFxlpSxjmVFfromFπFpπrπmeterSfreeFgloσπlFhyσridFmodelFxjmVTF
JournaleofeChemicalePhysicsRF2012RFWY]RFW_ZWVY 3.9 86

263 }hroughS{pπωeFkhπrgeF}rπnsferFinFzodStikeFuoleωulesbFtessonsFfromF}heoryTFJournaleofePhysicale
ChemistryeCRF2012RFWW]RFWWaZ]SWWa[[ 3.8 193

262 ln}FπndFxrotonF}rπnsferFzeπωtionsbFiFjenωhmπrkF{tudyFonF{truωtureFπndFsinetiωsTFJournaleofe
ChemicaleTheoryeandeComputationRF2012RF`RFYV`XS` 6.4 69

261 iFln}FstudyFofFmπgnetiωFinterπωtionsFinFphotoswitωhπσleFsystemsTFChemicalePhysicseLettersRF2012RF
[ZXRFWYSW` 2.5 11

260 }owπrdsFπForeπterFiωωurπωyFinFln}FkπlωulπtionsbFnromFooiFtoFpyσridFnunωtionπlsF2012RFYSW[

259 zevisitingFtheFimportπnωeFofFdyeFσindingFmodeFinFdyeSsensitizedFsolπrFωellsbFπFperiodiωFviewpointTF
JournaleofeMaterialseChemistryRF2012RFXXRFWXXV[ 22

258 levelopmentFofFvπlidπtedFy{xzFmodelsFforFimpπωtFsensitivityFofFnitroπliphπtiωFωompoundsTFJournale
ofeHazardouseMaterialsRF2012RFXY[SXY]RFW]aS__ 12.8 21

257 oloσπlFπndFloωπlFquπntitπtiveFstruωtureâ��propertyFrelπtionshipFmodelsFtoFprediωtFtheFimpπωtF
sensitivityFofFnitroFωompoundsTFProcesseSafetyeProgressRF2012RFYWRFXaWSYVY 1 14

256 jπsisFsetFπndFfunωtionπlFeffeωtsFonFexωitedSstπteFpropertiesbF}hreeFσiωyωliωFωhromogensFπsFworkingF
exπmplesTFInternationaleJournaleofeQuantumeChemistryRF2012RFWWXRFXWY[SXWZW 2.1 35

255 nirstSprinωiplesFmodelingFofFdyeSsensitizedFsolπrFωellsbFωhπllengesFπndFperspeωtivesTFAccountseofe
ChemicaleResearchRF2012RFZ[RFWX]`S__ 24.3 182

254 qnfluenωeFofFtheFnormπtionFofFtheFpπlogenFjondFir”SFSFSvFonFtheFueωhπnismFofFliketonπteFtigπtedF
kopperSkπtπlyzedFiminπtionFofFiromπtiωFpπlidesTFOrganometallicsRF2012RFYWRFaWZSaXV 3.8 41

253 {ingleSstepFversusFstepwiseFtwoSeleωtronFreduωtionFofFpolyπrylpyridiniumsbFinsightsFfromFtheFsteriωF
switωhingFofFredoxFpotentiπlFωompressionTFJournaleofetheeAmericaneChemicaleSocietyRF2012RFWYZRFX]aWS_V[16.4 24

252 “hπtFisFtheFHσestHFπtomiωFωhπrgeFmodelFtoFdesωriσeFthroughSspπωeFωhπrgeStrπnsferFexωitπtionsgTF
PhysicaleChemistryeChemicalePhysicsRF2012RFWZRF[Y`YS` 3.6 242

251 khπrπωterizingFπgostiωityFusingFtheFquπntumFtheoryFofFπtomsFinFmoleωulesbFσondFωritiωπlFpointsFπndF
theirFloωπlFpropertiesTFJournaleofePhysicaleChemistryeARF2012RFWW]RF[Z_XSa 2.8 37

250 oenerπlizedFgrπdientFexωhπngeFfunωtionπlsFσπsedFonFtheFgrπdientSregulπtedFωonneωtionbFπFnewF
memσerFofFtheF}kiFfπmilyTFTheoreticaleChemistryeAccountsRF2012RFWYWRFW 1.9 12

249 idsorptionFofFsuωωessiveFlπyersFofFpXFmoleωulesFonFπFmodelFωopperFsurfπωebFperformπnωesFofF
seωondSFtoFfifthSrungFexωhπngeSωorrelπtionFfunωtionπlsTFTheoreticaleChemistryeAccountsRF2012RFWYWRFW 1.9 3

248 xrefπωeFtoFtheFspeωiπlFωolleωtionFinFhonourFofF’inωenzoFjπroneTFTheoreticaleChemistryeAccountsRF
2012RFWYWRFW 1.9

247 qnterfπωeFmffeωtsFonF{tπtiωFπndFlynπmiωFxropertiesFofFuultiferroiωFjinewYTFMicroscopyeande
MicroanalysisRF2012RFW`RFYXVSYXW 0.5
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246 vewFqnsightFintoFitomiωF{ωπleFxhenomenπFinFvovelFxerovskiteSjπsedFkπtπlystsTFMicroscopyeande
MicroanalysisRF2012RFW`RFWXa]SWXa_ 0.5

245 }lSln}F’iσroniωFkouplingsFinFinthrπquinonesbFnromFjπsisF{etFπndFnunωtionπlFjenωhmπrksFtoF
ippliωπtionsFforFqndustriπlFlyesTFJournaleofeChemicaleTheoryeandeComputationRF2011RF_RFW``XSaX 6.4 96

244 wxidπtionFmeωhπnismFofFdiethylFetherbFπFωomplexFproωessFforFπFsimpleFmoleωuleTFPhysicaleChemistrye
ChemicalePhysicsRF2011RFWYRFWZ]Y]SZ[ 3.6 64

243 qnF{iliωoFxrediωtionFofFkπtπlytiωFwligomerizπtionFlegreesTFOrganometallicsRF2011RFYVRFYaWWSYaWZ 3.8 9

242 xhosphoresωentFσinuωleπrFiridiumFωomplexesFσπsedFonFterpyridineSωπrσoxylπtebFπnFexperimentπlF
πndFtheoretiωπlFstudyTFInorganiceChemistryRF2011RF[VRF`Wa_SXV] 5.1 42

241 qnS{ituFkrossS{eωtionπlF{witωhingFofFuultiferroiωFjinewYF}hinFnilmsTFMicroscopyeandeMicroanalysisRF
2011RFW_RFWY]VSWY]W 0.5 1

240 XSlFuπppingFofFnerroeleωtriωFlomπinsFσyF}rπnsmissionFmleωtronFuiωrosωopyTFMicroscopyeande
MicroanalysisRF2011RFW_RFWY[]SWY[_ 0.5

239 itomiωFzesolutionF{tudiesFofF{elfS{tπσilizingFuetπlSxerovskiteFkπtπlystsTFMicroscopyeande
MicroanalysisRF2011RFW_RFW[aZSW[a[ 0.5

238 {eekingFforFpπrπmeterSfreeFdouσleShyσridFfunωtionπlsbFtheFxjmVSlpFmodelTFJournaleofeChemicale
PhysicsRF2011RFWY[RFVXZWV] 3.9 171

237 iFyuπlitπtiveFqndexFofF{pπtiπlFmxtentFinFkhπrgeS}rπnsferFmxωitπtionsTFJournaleofeChemicaleTheoryeande
ComputationRF2011RF_RFXZa`S[V] 6.4 657

236 ueωhπnistiωFqnsightsFintoFkgvFkouplingFkπtπlyzedFσyFWRYSliketonπteStigπtedFkopperbF
‘npreωedentedFiωtivπtionFofFirylFqodideTFChemCatChemRF2011RFYRFYV[SYVa 5.2 26

235 }heFkontriσutionFofF}heoretiωπlFkhemistryFtoFtheFlrugFlesignFinFxhotodynπmiωF}herπpyF2011RFWXWSWYZ

234 qnsightsFintoF“orkingFxrinωiplesFofFzutheniumFxolypyridylFlyeS{ensitizedF{olπrFkellsFfromFnirstF
xrinωiplesFuodelingTFJournaleofePhysicaleChemistryeCRF2011RFWW[RFZXa_SZYV] 3.8 64

233 mxωitedSstπteFωπlωulπtionsFwithF}lSln}bFfromFσenωhmπrksFtoFsimulπtionsFinFωomplexFenvironmentsTF
PhysicaleChemistryeChemicalePhysicsRF2011RFWYRFW]a`_Sa` 3.6 258

232 tπVT_{rVTYunwYFthinFfilmsFonF{r}iwYFπndFkπ}iwYFσufferedF{iFsuσstrπtesbFstruωturπlRFstπtiωRFπndF
dynπmiωFmπgnetiωFpropertiesTFJournaleofeNanoparticleeResearchRF2011RFWYRF[]]aS[]_[ 2.3 6

231 levelopmentFofFπFy{xzFmodelFforFprediωtingFthermπlFstπσilitiesFofFnitroπromπtiωFωompoundsF
tπkingFintoFπωωountFtheirFdeωompositionFmeωhπnismsTFJournaleofeMoleculareModelingRF2011RFW_RFXZZYS[Y 2 29

230 issessmentFofFtheFˇ�ja_FfπmilyFforFexωitedSstπteFωπlωulπtionsTFTheoreticaleChemistryeAccountsRF2011RF
WX`RFWX_SWY] 1.9 115

229 iσsorptionFspeωtrπFofFπzoσenzenesFsimulπtedFwithFtimeSdependentFdensityFfunωtionπlFtheoryTF
InternationaleJournaleofeQuantumeChemistryRF2011RFWWWRFZXXZSZXZV 2.1 32
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228 xrediωtingFtheF}hermπlF{tπσilityFofFvitroπromπtiωFkompoundsF‘singFkhemoinformπtiωF}oolsTF
MoleculareInformaticsRF2011RFYVRF]XYSYZ 3.8 21

227
nirstFmvidenωeFofFtheFwxidπtiveFidditionFofFneVNvRvOXFtoFirylFpπlidesbF}hisFxreωonditionFqsFvotFπF
ouπrπnteeFofFmffiωientFqronSkπtπlysedFkâ��vFkrossSkouplingFzeπωtionsTFEuropeaneJournaleofeOrganice
ChemistryRF2011RFXVWWRFY_]`SY_`V

3.2 16

226 zoleFofFnonloωπlFexωhπngeFinFmoleωulπrFωrystπlsbFtheFωπseFofFtwoFprotonSorderedFphπsesFofFiωeTF
JournaleofeComputationaleChemistryRF2011RFYXRFXW__S`[ 3.5 16

225 uodelingFprotonFtrπnsferFinFimidπzoleSlikeFdimersbFπFdensityFfunωtionπlFtheoryFstudyTFJournaleofe
PhysicaleChemistryeARF2011RFWW[RFX]X_SYZ 2.8 23

224 iFdensityFfunωtionπlFtheoryFstudyFofFurπniumN’qOFnitrπteFmonoπmideFωomplexesTFPhysicaleChemistrye
ChemicalePhysicsRF2011RFWYRFWaY_WS_ 3.6 14

223 }heoretiωπlFstudyFofFπσsorptionFπndFemissionFpropertiesFofFgreenFπndFyellowFemittingFiridiumNqqqOF
ωomplexesTFJournaleofePhysicaleChemistryeARF2011RFWW[RFWW`]WS[ 2.8 15

222 jondFtengthFilternπtionFofFkonjugπtedFwligomersbF“πveFnunωtionFπndFln}FjenωhmπrksTFJournaleofe
ChemicaleTheoryeandeComputationRF2011RF_RFY]aS_] 6.4 119

221 kommuniωπtionbFrπtionπleFforFπFnewFωlπssFofFdouσleShyσridFπpproximπtionsFinFdensitySfunωtionπlF
theoryTFJournaleofeChemicalePhysicsRF2011RFWY[RFWVWWVX 3.9 83

220 kommuniωπtionbFjondFlengthFπlternπtionFofFωonjugπtedFoligomersbFinotherFstepFonFtheFfifthFrungF
ofFxerdewMsFlπdderFofFfunωtionπlTFJournaleofeChemicalePhysicsRF2010RFWYYRFW[WWVZ 3.9 19

219 xhotophysiωπlFpropertiesFofF`ShydroxyquinolineS[SsulfoniωFπωidFπsFπFfunωtionFofFtheFppbFπF}lSln}F
investigπtionTFJournaleofePhysicaleChemistryeARF2010RFWWZRF[aYXSa 2.8 29

218 lesigningFmultifunωtionπlFexpπndedFpyridiniumsbFpropertiesFofFσrπnωhedFπndFfusedFheπdStoStπilF
σipyridiniumsTFJournaleofetheeAmericaneChemicaleSocietyRF2010RFWYXRFW]_VVSWY 16.4 55

217 wnFtheF}lSln}FπωωurπωyFinFdeterminingFsingleFπndFdouσleFσondsFinFexωitedSstπteFstruωturesFofF
orgπniωFmoleωulesTFJournaleofePhysicaleChemistryeARF2010RFWWZRFWYZVXSWV 2.8 69

216 }heoretiωπlFinsightsFintoFσrπnωhedFπndFfusedFexpπndedFpyridiniumsFσyFtheFmeπnsFofFdensityF
funωtionπlFtheoryTFJournaleofePhysicaleChemistryeARF2010RFWWZRF`ZYZSZY 2.8 23

215 }owπrdFπnFiωωurπteFuodelingFofFtheF“πterâ��—eoliteFqnterπωtionbFkπliσrπtingFtheFln}FipproπωhTF
JournaleofePhysicaleChemistryeLettersRF2010RFWRF_]YS_]` 6.4 11

214 issessmentFofFnunωtionπlsFforF}lSln}FkπlωulπtionsFofF{ingletS}ripletF}rπnsitionsTFJournaleofe
ChemicaleTheoryeandeComputationRF2010RF]RFW[YXS_ 6.4 173

213 qzFfingerprintsFofF‘N’qOFnitrπteFmonoπmidesFωomplexesbFπFjointFexperimentπlFπndFtheoretiωπlFstudyTF
JournaleofePhysicaleChemistryeARF2010RFWWZRFWV`_`S`Z 2.8 12

212 wnFtheFxerformπnωesFofFtheFuV]FnπmilyFofFlensityFnunωtionπlsFforFmleωtroniωFmxωitπtionFmnergiesTF
JournaleofeChemicaleTheoryeandeComputationRF2010RF]RFXV_WS`[ 6.4 335

211 xlπnπrFvsTFtwistedFintrπmoleωulπrFωhπrgeFtrπnsferFmeωhπnismFinFvileFzedbFnewFhintsFfromFtheoryTF
PhysicaleChemistryeChemicalePhysicsRF2010RFWXRF`VW]SXY 3.6 113
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210 kommuniωπtionsbFuπkingFdensityFfunωtionπlFtheoryFπndFtheFquπntumFtheoryFofFπtomsFinFmoleωulesF
ωonversebFπFloωπlFπpproπωhTFJournaleofeChemicalePhysicsRF2010RFWYXRFXWWWVW 3.9 14

209 komputπtionπlFstudyFofFπlkynesFinsertionFintoFmetπlShydrideFσondsFωπtπlyzedFσyFσimetπlliωF
ωomplexesTFInorganiceChemistryRF2010RFZaRFa`_[S`Y 5.1 17

208 powFtheFωhoiωeFofFπFωomputπtionπlFmodelFωouldFruleFtheFωhemiωπlFinterpretπtionbFtheFviNqqOF
ωπtπlyzedFethyleneFdimerizπtionFπsFπFωπseFstudyTFJournaleofeComputationaleChemistryRF2010RFYWRFWV[YS]X 3.5 7

207 —nwFmpitπxyFonFNWWWOF{iliωonF‘singFqnterveningFjixσyiteFwxideFjufferFtπyersTFMicroscopyeande
MicroanalysisRF2010RFW]RFWZVXSWZVY 0.5

206 iFreliπσleFmethodFforFfittingF}lSln}FtrπnsitionsFtoFexperimentπlF‘’â��visiσleFspeωtrπTFComputationale
andeTheoreticaleChemistryRF2010RFa[ZRF[XS[] 31

205 y{xzFmodelingFofFthermπlFstπσilityFofFnitroπromπtiωFωompoundsbFln}FvsTFiuWFωπlωulπtedF
desωriptorsTFJournaleofeMoleculareModelingRF2010RFW]RF`V[SWX 2 26

204 lensitySfunωtionπlFωπlωulπtionsFforFlπrgeFsystemsbFωπnFooiFfunωtionπlsFσeFωompetitiveFwithFhyσridF
funωtionπlsgTFInterdisciplinaryeSciencesseComputationaleLifeeSciencesRF2010RFXRFW]YS` 3.5 9

203 mxωitedSstπteFpropertiesFfromFgroundSstπteFln}FdesωriptorsbFiFy{xzFπpproπωhFforFdyesTFJournaleofe
MoleculareGraphicseandeModellingRF2010RFX`RFZ][S_W 2.8 22

202 iσsorptionFπndFemissionFspeωtrπFofFWR`SnπphthπlimideFfluorophoresbFiFxkuS}lSln}FinvestigπtionTF
ChemicalePhysicsRF2010RFY_XRF]WS]] 2.3 53

201 xrediωtingFexplosiσilityFpropertiesFofFωhemiωπlsFfromFquπntitπtiveFstruωtureSpropertyFrelπtionshipsTF
ProcesseSafetyeProgressRF2010RFXaRFY[aSY_W 1 16

200 kπnFmoleωulπrFquπntumFdesωriptorsFprediωtFtheFσuteneFseleωtivityFinFniωkelNqqOFωπtπlyzedFethyleneF
dimerizπtiongFiFy{xzFstudyTFInternationaleJournaleofeQuantumeChemistryRF2010RFWWVRF[ZVS[Z` 2.1 11

199 mleωtroniωFspeωtrumFofFXSpyridoneQbFiσFinitioFπndFtimeSdependentFdensityFfunωtionπlFωπlωulπtionsTF
InternationaleJournaleofeQuantumeChemistryRF2010RFWWVRFZa`S[VZ 2.1 9

198 iσsorptionFspeωtrπFofFreωentlyFsynthesisedForgπniωFdyesbFiF}lSln}FstudyTFInternationaleJournaleofe
QuantumeChemistryRF2010RFWWVRFXWXWSXWXa 2.1 23

197
issessingFtheFperformπnωesFofFsomeFreωentlyFproposedFdensityFfunωtionπlsFforFtheFdesωriptionFofF
σondFdissoωiπtionsFinvolvingForgπniωFrπdiωπlsTFInternationaleJournaleofeQuantumeChemistryRF2010RF
WWVRFXYXVSXYXa

2.1 11

196 towFtemperπtureFmπgnetismFinFtheFperovskiteFsuσstrπteFly{ωwYTFAppliedePhysicseLettersRF2009RFaZRFW[X[VY3.4 28

195 uodelingF—nwFphπsesFusingFπFperiodiωFπpproπωhbFfromFσulkFtoFsurfπωeFπndFσeyondTFJournaleofe
ChemicalePhysicsRF2009RFWYWRFVZZ_V` 3.9 43

194
kovπlentFvsFeleωtrostπtiωFinterπωtionsFinFrπreFeπrthFsystemsbFπFωompπrπtiveFstudyFofF‘NqqqORF‘Nq’ORFπndF
‘N’OFπndFvdNqqqOFσondingFpropertiesFσyFln}FπndFki{Sx}XFπpproπωhesTFJournaleofePhysicaleChemistryeA
RF2009RFWWYRFWZ_]VS[

2.8 13

193 vewFkorrelπtionFnunωtionπlsFqnFln}bF}heoryFindF}estsF2009RF 5
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192 iωtivπtionFenthπlpiesFofFperiωyωliωFreπωtionsbFtheFperformπnωesFofFsomeFreωentlyFproposedF
funωtionπlsTFTheoreticaleChemistryeAccountsRF2009RFWXXRFX[_SX]Z 1.9 15

191 iFln}FinvestigπtionFofFkwFoxidπtionFoverFneutrπlFπndFωπtioniωFgoldFωlustersTFComputationaleande
TheoreticaleChemistryRF2009RFaVYRFYZSZV 26

190
mnvironmentπlFeffeωtsFonFeleωtroniωFπσsorptionFspeωtrπFusingFln}bFinForgπniωFπndFpositivelyF
ωhπrgedFfusedFpolyωyωliωFωhromophoreFπsFπFωπseFstudyTFComputationaleandeTheoreticaleChemistryRF
2009RFaWZRFaZSaa

22

189 immoniπFonFviNWWWOFsurfπωeFstudiedFσyFfirstFprinωiplesbFjondingRFmultilπyersFstruωtureFπndF
ωompπrisonFwithFexperimentπlFqzFπndF”x{FdπtπTFSurfaceeScienceRF2009RF]VYRFYVX[SYVYZ 1.8 24

188 wnFtheFprediωtionFofFthermπlFstπσilityFofFnitroπromπtiωFωompoundsFusingFquπntumFωhemiωπlF
ωπlωulπtionsTFJournaleofeHazardouseMaterialsRF2009RFW_WRF`Z[S[V 12.8 34

187 wnFtheFuseFofFdesωriptorsFπrisingFfromFtheFωonωeptuπlFdensityFfunωtionπlFtheoryFforFtheFprediωtionF
ofFωhemiωπlsFexplosiσilityTFChemicalePhysicseLettersRF2009RFZ]_RFZV_SZWW 2.5 30

186 }heoretiωπlFdeterminπtionFofFtheFpsπsFofFtheF`ShydroxyquinolineS[SsulfoniωFπωidbFiFln}FσπsedF
πpproπωhTFChemicalePhysicseLettersRF2009RFZ_XRFYVSYZ 2.5 35

185 mxtensiveF}lSln}FjenωhmπrkbF{ingletSmxωitedF{tπtesFofFwrgπniωFuoleωulesTFJournaleofeChemicale
TheoryeandeComputationRF2009RF[RFXZXVSY[ 6.4 799

184 iFtheoretiωπlFstudyFofFtheFdeωompositionFmeωhπnismsFinFsuσstitutedFoSnitrotoluenesTFJournaleofe
PhysicaleChemistryeARF2009RFWWYRFWY]XWS_ 2.8 37

183 iωωurπteFsimulπtionFofFoptiωπlFpropertiesFinFdyesTFAccountseofeChemicaleResearchRF2009RFZXRFYX]SYZ 24.3 404

182 iF}lSln}FinvestigπtionFofFgroundFπndFexωitedFstπteFpropertiesFinFindolineFdyesFusedFforF
dyeSsensitizedFsolπrFωellsTFPhysicaleChemistryeChemicalePhysicsRF2009RFWWRFWWX_]S`Z 3.6 144

181 }owπrdFπFωomσinedFln}Uy}iquFdesωriptionFofFπgostiωFσondsbFtheFωritiωπlFωπseFofFπFvσNqqqOFωomplexTF
JournaleofePhysicaleChemistryeARF2009RFWWYRFWXYXXS_ 2.8 30

180 }heoretiωπlF‘nrπvelingFofF{eleωtiveFWSjuteneFwligomerizπtionFkπtπlyzedFσyF
qronâ��jisNπryliminoOpyridineTFOrganometallicsRF2009RFX`RF[Y[`S[Y]_ 3.8 68

179 nirstFprinωiplesFmodelingFofFeosinSloπdedF—nwFfilmsbFπFstepFtowπrdFtheFunderstπndingFofF
dyeSsensitizedFsolπrFωellFperformπnωesTFJournaleofetheeAmericaneChemicaleSocietyRF2009RFWYWRFWZXaVS` 16.4 120

178 ’iσrπtionπlFπnπlysisFofFglyωineFrπdiωπlbFπFωompπrπtiveFπσFinitioFstπtiωFπndFdynπmiωFstudyTFPhysicale
ChemistryeChemicalePhysicsRF2009RFWWRFZY_[S`Z 3.6 30

177 {peωtrπlFpropertiesFofFselfSπssemσledFsquπrπineStetrπlπωtπmbFπFtheoretiωπlFπssessmentTFPhysicale
ChemistryeChemicalePhysicsRF2009RFWWRFWX[`S]X 3.6 57

176 wptimizedFooiFfunωtionπlFforFprotonFtrπnsferFreπωtionsTFJournaleofePhysicaleChemistryeARF2009RFWWYRFWZZW[Sa2.8 7

175 nπstFπndFreliπσleFtheoretiωπlFdeterminπtionFofFpsπPFforFphotoπωidsTFJournaleofePhysicaleChemistryeARF
2008RFWWXRF_aZS] 2.8 32

Carlo Adamo

16



174 }heoretiωπlFstudyFofFtheFurπnylFωomplexπtionFσyFhydroxπmiωFπndFωπrσoxyliωFπωidFgroupsTFInorganice
ChemistryRF2008RFZ_RF_a`YSaW 5.1 20

173 mvidenωeFforFtheFqronNqqqOFwxidπtionF{tπteFinFjisNiminoOpyridineFkπtπlystsTFiFlensityFnunωtionπlF
}heoryF{tudyTFOrganometallicsRF2008RFX_RFYY]`SYY__ 3.8 35

172 iσFqnitioFuoleωulπrFlynπmiωsF{tudyFofFπFpighlyFkonωentrπtedFtiklFiqueousF{olutionTFJournaleofe
ChemicaleTheoryeandeComputationRF2008RFZRFWVZVS` 6.4 59

171 {truωturπlFπndFmleωtroniωFxropertiesFofF{eleωtedFzutileFπndFinπtπseF}iwXF{urfπωesbFFinFπσFqnitioF
qnvestigπtionTFJournaleofeChemicaleTheoryeandeComputationRF2008RFZRFYZWS[X 6.4 182

170 kwFwxidπtionFonFkπtioniωFooldFklustersbFiF}heoretiωπlF{tudyTFJournaleofePhysicaleChemistryeCRF2008RF
WWXRFW`V]WSW`V]] 3.8 37

169 xdSωπtπlyzedFhomoωouplingFreπωtionFofFπrylσoroniωFπωidbFinsightsFfromFdensityFfunωtionπlFtheoryTF
JournaleofePhysicaleChemistryeARF2008RFWWXRFWX`a]SaVY 2.8 32

168 }heoretiωπlFinsightsFonFtheFeleωtroniωFpropertiesFofFeosinF–RFπnForgπniωFdyeFforFphotovoltπiωF
πppliωπtionsTFJournaleofePhysicaleChemistryeARF2008RFWWXRF_X]ZS_V 2.8 27

167
uoleωulπrFdynπmiωsFstudyFofFtheFωoordinπtionFsphereFofFtrivπlentFlπnthπnumFinFπFhighlyF
ωonωentrπtedFtiklFπqueousFsolutionbFπFωomσinedFωlπssiωπlFπndFπσFinitioFπpproπωhTFJournaleofePhysicale
ChemistryeBRF2008RFWWXRFWV]VYS_

3.4 21

166 iFnewFpπrπmeterSfreeFωorrelπtionFfunωtionπlFσπsedFonFπnFπverπgeFπtomiωFreduωedFdensityFgrπdientF
πnπlysisTFJournaleofeChemicalePhysicsRF2008RFWX`RFVYZWVW 3.9 49

165 wnFtheF}lSln}F‘’UvisFspeωtrπFπωωurπωybFtheFπzoπlkπnesTFTheoreticaleChemistryeAccountsRF2008RFWXVRFZV[SZWV1.9 50

164 iFtheoretiωπlFinvestigπtionFonFtheFinterπωtionFofFπFnewFgeneFveωtorFwithFlviTFTheoreticaleChemistrye
AccountsRF2008RFWXVRF[V_S[WY 1.9 1

163 zeπωhingFoptimπlFlightSinduωedFintrπmoleωulπrFspinFπlignmentFwithinFphotomπgnetiωFmoleωulπrF
deviωeFprototypesTFChemistryeteAeEuropeaneJournalRF2008RFWZRFWWY`[SZV[ 4.8 27

162 zevisitingFtheFrelπtionshipFσetweenFtheFσondFlengthFπlternπtionFπndFtheFfirstFhyperpolπrizπσilityF
withFrπngeSsepπrπtedFhyσridFfunωtionπlsTFJournaleofeComputationaleChemistryRF2008RFXaRFaXWS[ 3.5 27

161 zevisitingFtheFnonlineπrFoptiωπlFpropertiesFofFpolyσutπtrieneFπndFpolydiπωetyleneFwithFdensityF
funωtionπlFtheoryTFChemicalePhysicseLettersRF2008RFZ[]RFWVWSWVZ 2.5 22

160 qnωreπsingFphysiωπlFωonstrπintsFπndFimprovingFperformπnωesFinFπFpπrπmeterSfreeFooiFfunωtionπlTF
ChemicalePhysicseLettersRF2008RFZ]VRF[Y]S[Ya 2.5 31

159 mxtensiveF}lSln}FinvestigπtionFofFtheFfirstFeleωtroniωFtrπnsitionFinFsuσstitutedFπzoσenzenesTF
ChemicalePhysicseLettersRF2008RFZ][RFXX]SXXa 2.5 88

158 iFωompπrπtiveFpostSpπrtreeâ��noωkFπndFdensityFfunωtionπlFtheoryFstudyFofFmonoωhπlωogenideF
diπtomiωFmoleωulesTFComputationaleandeTheoreticaleChemistryRF2008RF`]YRF_aS`Y 7

157 uodellingFtheF‘’UvisiσleFspeωtrumFofFtetrπkisNphenylethynylOσenzeneTFComputationaleande
TheoreticaleChemistryRF2008RF`]YRFWXYSWX_ 7
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156 }heoretiωπlFstudyFofFtheFdeωompositionFreπωtionsFinFsuσstitutedFnitroσenzenesTFJournaleofePhysicale
ChemistryeARF2008RFWWXRFZV[ZSa 2.8 43

155 }lSln}FxerformπnωeFforFtheF’isiσleFiσsorptionF{peωtrπFofFwrgπniωFlyesbFFkonventionπlFversusF
tongSzπngeFpyσridsTFJournaleofeChemicaleTheoryeandeComputationRF2008RFZRFWXYSY[ 6.4 681

154 }heoretiωπlFπnπlysisFofFtheFeleωtroniωFpropertiesFofFvYFderivπtivesTFJournaleofePhysicaleChemistryeARF
2007RFWWWRFWYWV]SWW 2.8 31

153 ln}FmodelingFofFtheFrelπtiveFπffinityFofFnitrogenFligπndsFforFtrivπlentFfFelementsbFπnFenergetiωFpointF
ofFviewTFNeweJournaleofeChemistryRF2007RFYWRFW_Y` 3.6 31

152 iωωurπteFevπluπtionFofFvπlenωeFπndFlowSlyingFzydσergFstπtesFwithFstπndπrdFtimeSdependentFdensityF
funωtionπlFtheoryTFJournaleofePhysicaleChemistryeARF2007RFWWWRF[[ZaS[] 2.8 104

151 qntrπmoleωulπrFspinFπlignmentFinFphotomπgnetiωFmoleωulπrFdeviωesbFπFtheoretiωπlFstudyTFChemistryete
AeEuropeaneJournalRF2007RFWYRF[Y]VS__ 4.8 42

150 yuπntifyingFeleωtronFdeloωπlizπtionFinForthogonπlFωhπnnelsbF}heoretiωπlFinvestigπtionFofFˇ�FπndFˇ�F
πromπtiωityFinF k]q]]XQFπndF k]kl]]XQTFChemicalePhysicseLettersRF2007RFZY[RFW_WSW_[ 2.5 11

149 }heFgeometriesRFπσsorptionFπndFfluoresωenωeFwπvelengthsFofFsolvπtedFfluoresωentFωoumπrinsbFiFkq{F
πndF}lSln}FωompπrπtiveFstudyTFChemicalePhysicseLettersRF2007RFZY`RFXV`SXWX 2.5 60

148 }heFperformπnωesFofFπFpπrπmeterSfreeFloωπlFωorrelπtionFfunωtionπlbF}heFzπgotâ��kortonπFmodelTF
ChemicalePhysicseLettersRF2007RFZYaRFY`WSY`[ 2.5 19

147 nluoresωenωeFofFWR`SnπphthπlimidebFiFxkuS}lSln}FinvestigπtionTFChemicalePhysicseLettersRF2007RF
ZZ`RFYS] 2.5 40

146 }heoretiωπlFdesωriptionFofFmetπlâ��ligπndFσondingFwithinFfSelementFωomplexesbFiFsuωωessfulFπndF
neωessπryFinterplπyFσetweenFtheoryFπndFexperimentTFCompteseRenduseChimieRF2007RFWVRF```S`a] 2.7 26

145 qnterωonfigurπtionπlFenergiesFπndFionizπtionFpotentiπlsbF}estFofFπFωorrelπtionFenergyFfunωtionπlTF
ChemicalePhysicsRF2007RFYY_RFW]WSW]_ 2.3 15

144
lensityFfunωtionπlFtheoryFπnπlysisFofFtheFstruωturπlFπndFeleωtroniωFpropertiesFofF}iwXFrutileFπndF
πnπtπseFpolytypesbFperformπnωesFofFdifferentFexωhπngeSωorrelπtionFfunωtionπlsTFJournaleofeChemicale
PhysicsRF2007RFWX]RFW[Z_VY

3.9 276

143 kompπrisonFofFtheoretiωπlFπpproπωhesFforFωomputingFtheFσondFlengthFπlternπtionFofF
polymethineimineTFChemicalePhysicsRF2007RFYYXRF_aS`[ 2.3 19

142 nirstFhyperpolπrizπσilityFofFpolymethineimineFwithFlongSrπngeFωorreωtedFfunωtionπlsTFJournaleofe
ChemicalePhysicsRF2007RFWX]RFWaWWV` 3.9 151

141 issessmentFofFlongSrπngeFωorreωtedFfunωtionπlsFperformπnωeFforFnSSfpiPFtrπnsitionsFinForgπniωFdyesTF
JournaleofeChemicalePhysicsRF2007RFWX_RFVaZWVX 3.9 112

140 jiSisoniωotiniωFiωidFonFinπtπseFNWVWObFFqnsightsFfromF}heoryTFJournaleofePhysicaleChemistryeCRF2007RF
WWWRFW[VYZSW[VZX 3.8 40

139 issessmentFofFtheFeffiωienωyFofFlongSrπngeFωorreωtedFfunωtionπlsFforFsomeFpropertiesFofFlπrgeF
ωompoundsTFJournaleofeChemicalePhysicsRF2007RFWX]RFWZZWV[ 3.9 264
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138 khπpterFWZFyuπntumFωhemiωπlFtopologyFπndFreπωtivitybFiFωompπrπtiveFstπtiωFπndFdynπmiωFstudyFonFπF
{vXFreπωtionTFTheoreticaleandeComputationaleChemistryRF2007RFX`_SYVV 1

137 }heoretiωπlF{tudyFofF{tiωkingFxroωessesFonFuoleωulπrFuodelsFofF{iliωπF{urfπωesTFTheoreticale
ChemistryeAccountsRF2006RFWW[RFY_aSY`Z 1.9 5

136
kommentFonFHπσoutFtheFωπlωulπtionFofFexωhπngeFωouplingFωonstπntsFusingFdensitySfunωtionπlF
theorybFtheFroleFofFtheFselfSinterπωtionFerrorHF rTFkhemTFxhysTFWXYRFW]ZWWVFNXVV[O]TFJournaleofe
ChemicalePhysicsRF2006RFWXZRFWV_WVWcFπuthorFreplyFWV_WVX

3.9 95

135 iFtheoretiωπlFωhπrπωterizπtionFofFωovπlenωyFinFrπreFeπrthFωomplexesFthroughFtheirFπσsorptionF
eleωtroniωFpropertiesbFfSfFtrπnsitionsTFInorganiceChemistryRF2006RFZ[RF_Y`XS` 5.1 28

134 }owπrdFπFωleπrSωutFvisionFonFtheForiginFofFXR]SdiNWRXRZStriπzinSYSylOpyridineFseleωtivityFforFtrivπlentF
πωtinidesbFinsightsFfromFtheoryTFInorganiceChemistryRF2006RFZ[RF`[W_SXX 5.1 69

133 }imeSdependentFdensityFfunωtionπlFtheoryFinvestigπtionFofFtheFπσsorptionRFfluoresωenωeRFπndF
phosphoresωenωeFspeωtrπFofFsolvπtedFωoumπrinsTFJournaleofeChemicalePhysicsRF2006RFWX[RFW]ZYXZ 3.9 104

132 {peωtrosωopiωFpropertiesFofFporphyrinSlikeFphotosensitizersbFinsightsFfromFtheoryTFJournaleofe
PhysicaleChemistryeBRF2006RFWWVRFXYa`SZVZ 3.4 104

131 iFωomprehensiveFtheoretiωπlFviewFofFtheFσondingFinFπωtinideFmoleωulπrFωomplexesTFJournaleofethee
AmericaneChemicaleSocietyRF2006RFWX`RFXWaVSW 16.4 69

130
konformπtionπllyFgπtedFphotoinduωedFproωessesFwithinFphotosensitizerSπωωeptorFdyπdsFσπsedFonF
osmiumNqqOFωomplexesFwithFtriπrylpyridinioSfunωtionπlizedFterpyridylFligπndsbFinsightsFfromF
theoretiωπlFπnπlysisTFInorganiceChemistryRF2006RFZ[RF[[Y`S[W

5.1 31

129 issessmentFofFseverπlFhyσridFln}FfunωtionπlsFforFtheFevπluπtionFofFσondFlengthFπlternπtionFofF
inωreπsinglyFlongFoligomersTFJournaleofePhysicaleChemistryeARF2006RFWWVRF[a[XSa 2.8 71

128 jridgingFtheFgπpFσetweenFtheFtopologiωπlFπndForσitπlFdesωriptionFofFhydrogenFσondingbFtheFωπseFofF
theFformiωFπωidFdimerFπndFitsFsulfurFderivπtivesTFJournaleofePhysicaleChemistryeARF2006RFWWVRF[WVXS_ 2.8 13

127 kompπrπtiveF{tπtiωFπndFlynπmiωF{tudyFofFπFxrototypeF{vXFzeπωtionTFJournaleofeChemicaleTheoryeande
ComputationRF2006RFXRFWXXVS_ 6.4 23

126 iFωomσinedFexperimentπlFπndFtheoretiωπlFstudyFonFtheFωonformπtionπlFσehπviorFofFπFωπlix ]]πreneTF
JournaleofePhysicaleChemistryeARF2006RFWWVRF[_`XSaW 2.8 18

125 ueωhπnismFofFtheFpπllπdiumSωπtπlyzedFhomoωouplingFofFπrylσoroniωFπωidsbFkeyFinvolvementFofFπF
pπllπdiumFperoxoFωomplexTFJournaleofetheeAmericaneChemicaleSocietyRF2006RFWX`RF]`XaSY] 16.4 313

124 }heoretiωπlFmodellingFofFphotoπωtiveFmoleωulπrFsystemsbFinsightsFusingFtheFlensityFnunωtionπlF
}heoryTFCompteseRenduseChimieRF2006RFaRFXX]SXYa 2.7 15

123 {peωtrπlFpropertiesFofFσipyridylFligπndsFσyFtimeSdependentFdensityFfunωtionπlFtheoryTFChemicale
PhysicseLettersRF2006RFZW_RFZZ[SZ[W 2.5 21

122 iσsorptionFπndFemissionFspeωtrπFinFgπsSphπseFπndFsolutionFusingF}lSln}bFnormπldehydeFπndF
σenzeneFπsFωπseFstudiesTFChemicalePhysicseLettersRF2006RFZXWRFX_XSX_] 2.5 66

121 ’iσrπtionπlFσehπviorFofFtetrπhedrπlFdVFoxoSωompoundsbFiFtheoretiωπlFstudyTFChemicalePhysicse
LettersRF2006RFZXaRF[XS[_ 2.5 10
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120 {tπtiωFπndFdynπmiωFπpproπωhesFforFtheFωπlωulπtionFofFvuzFpπrπmetersbFxermπngπnπteFionFπsFπFωπseF
studyTFComputationaleandeTheoreticaleChemistryRF2006RF_]XRFWYYSWY_ 7

119 }heoretiωπlFinsightsFonFwXFπndFkwFπdsorptionFonFneutrπlFπndFpositivelyFωhπrgedFgoldFωlustersTF
JournaleofePhysicaleChemistryeBRF2006RFWWVRFWXXZVS` 3.4 54

118 mffeωtFofFselfSinterπωtionFerrorFinFtheFevπluπtionFofFtheFσondFlengthFπlternπtionFinF
trπnsSpolyπωetyleneFusingFdensitySfunωtionπlFtheoryTFJournaleofeChemicalePhysicsRF2005RFWXYRFWXWWVX 3.9 30

117 xrediωtionsFofFwptiωπlFmxωitπtionsFinF}rπnsitionSuetπlFkomplexesFwithF}imeFlependentSlensityF
nunωtionπlF}heorybFFqnfluenωeFofFjπsisF{etsTFJournaleofeChemicaleTheoryeandeComputationRF2005RFWRFa[YS]X 6.4 67

116 }rπnsportFpropertiesFinFmπngπniteFthinFfilmsTFPhysicaleRevieweBRF2005RF_WRF 3.3 47

115 iσsorptionFspeωtrπFofFfirstSrowFtrπnsitionFmetπlFωomplexesFofFσπωterioωhlorinsbFπFtheoretiωπlF
πnπlysisTFJournaleofePhysicaleChemistryeBRF2005RFWVaRFWXXWZSXW 3.4 74

114 {elfSinterπωtionFerrorFinFdensityFfunωtionπlFtheorybFπFmeπnSfieldFωorreωtionFforFmoleωulesFπndFlπrgeF
systemsTFChemicalePhysicsRF2005RFYVaRF]_S_] 2.3 47

113 uπppingFtheFmπnySeleωtronFgenerπlisedFspinSexωhπngeFpπmiltoniπnFtoFπωωurπteFpostSpnF
ωπlωulπtionsTFChemicalePhysicsRF2005RFYVaRFWYYSWZW 2.3 17

112 issessmentFofFreωentlyFdevelopedFdensityFfunωtionπlFπpproπωhesFforFtheFevπluπtionFofFtheFσondF
lengthFπlternπtionFinFpolyπωetyleneTFChemicalePhysicseLettersRF2005RFZV[RFY_]SY`W 2.5 47

111 qntrinsiωFmleωtriωF}rπnsportFinFkuzF}hinSnilmsTFJournaleofeSuperconductivityeandeNoveleMagnetismRF
2005RFW`RF_WaS_XX 5

110 xhotoinduωedFproωessesFwithinFωompπωtFdyπdsFσπsedFonFtriphenylpyridiniumSfunωtionπlizedF
σipyridylFωomplexesFofFrutheniumNqqOTFChemistryeteAeEuropeaneJournalRF2005RFWWRFY_WWSX_ 4.8 39

109 lensitySfunωtionπlSσπsedFmoleωulπrSdynπmiωsFsimulπtionsFofFmoltenFsπltsTFJournaleofeChemicale
PhysicsRF2005RFWXYRFWYZ[WV 3.9 22

108 {tπtiωFπndFdynπmiωFdesωriptionsFofFσondFσreπkingUformπtionbFπFωomplementπryFviewgTFJournaleofe
ChemicalePhysicsRF2005RFWXYRFXWWWVY 3.9 7

107 iFtheoretiωπlFinvestigπtionFofFgπdoliniumFNqqqOFsolvπtionFinFmoltenFsπltsTFJournaleofeChemicalePhysicsRF
2005RFWXXRFXXZ[WX 3.9 12

106 xerformπnωeFofFtheFtπuSdependentFfunωtionπlsFinFprediωtingFtheFmπgnetiωFωouplingFofFioniωF
πntiferromπgnetiωFinsulπtorsTFJournaleofeChemicalePhysicsRF2004RFWXVRFY`WWS] 3.9 49

105
kompleteFstruωturπlFπndFmπgnetiωFωhπrπωterizπtionFofFσiologiωπlFrπdiωπlsFinFsolutionFσyFπnF
integrπtedFquπntumFmeωhπniωπlFπpproπωhbFglyωylFrπdiωπlFπsFπFωπseFstudyTFJournaleofeChemicalePhysicsRF
2004RFWXWRF]_WVS`

3.9 64

104
zoomFtemperπtureFmetπlSinsulπtorFtrπnsitionFinFπsFgrownFNtπF
Nmπthsf{Π{WSx}}O{rNmπthsf{Π{x}}OONmπthsf{Π{y}}OunwNmπthsf{Π{Y}}OFthinFfilmsFdepositedFσyFmoleωulπrF
σeπmFepitπxyTFEuropeanePhysicaleJournaleBRF2004RFZVRFWWSW_

1.2 24

103 {olvπtionFeffeωtsFonFωπtionâ��ˇ�FinterπωtionsbFπFtestFstudyFinvolvingFtheFquπternπryFπmmoniumFionTF
TheoreticaleChemistryeAccountsRF2004RFWWWRFW_]SW`W 1.9 18
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102 {olventFeffeωtsFonFmoleωulπrFreπωtivityFdesωriptorsbFsomeFtestFωπsesTFTheoreticaleChemistryeAccounts
RF2004RFWWWRFW``SWa[ 1.9 10

101 kπpillπryFeleωtrophoresisFofFinorgπniωFπnionsFinFhydroSorgπniωFmediπTFqnfluenωeFofFionSpπiringFπndF
solvπtionFphenomenπTFJournaleofeChromatographyeARF2004RFWVYXRFWZaS[` 4.5 11

100 iFtheoretiωπlFstudyFofFtheFσondingFinFtrivπlentFπmeriωiumFωomplexesTFChemicalePhysicseLettersRF2004RF
Ya]RFZ[XSZ[_ 2.5 23

99 {olventFmffeωtFonFlensityFnunωtionπlFzeπωtivityFqndexesFippliedFtoF{uσstitutedFviωkelF
xhthπloωyπninesTFJournaleofePhysicaleChemistryeARF2004RFWV`RF]VZ[S]V[W 2.8 11

98 xhotoinduωedFintrπmoleωulπrFeleωtronFtrπnsferFinFrutheniumFπndFosmiumFpolyπdsbFinsightsFfromF
theoryTFJournaleofetheeAmericaneChemicaleSocietyRF2004RFWX]RFWV_]YS__ 16.4 195

97 nirstSprinωipleFmoleωulπrFdynπmiωsFofFtheFjerryFpseudorotπtionbFinsightsFonFWanFvuzFinF{nZTFJournale
ofeChemicalePhysicsRF2004RFWXVRFaW]_S_Z 3.9 23

96 kompπrπtiveFstudiesFofFquπsiSrelπtivistiωFdensityFfunωtionπlFmethodsFforFtheFdesωriptionFofF
lπnthπnideFπndFπωtinideFωomplexesTFJournaleofeComputationaleChemistryRF2003RFXZRF`[VS` 3.5 82

95 iFmeπnSfieldFselfSinterπωtionFωorreωtionFinFdensityFfunωtionπlFtheorybFimplementπtionFπndFvπlidπtionF
forFmoleωulesTFChemicalePhysicseLettersRF2003RFY`VRFWXSXV 2.5 45

94 iFtheoretiωπlFinvestigπtionFofFtheFdyeSredoxFmediπtorFinterπωtionFinFdyeSsensitizedFphotovoltπiωF
ωellsTFChemicalePhysicseLettersRF2003RFY_WRFY_`SY`[ 2.5 12

93 mnvironmentFeffeωtsFonFtheFoxidπtionFofFthiolsbFωoσπltFphthπloωyπnineFπsFπFtestFωπseTFChemicale
PhysicseLettersRF2003RFY_]RF]aVS]a_ 2.5 12

92 oenerπlFωomputπtionπlFstrπtegyFtoFstudyFpolymerizπtionFreπωtionsFπtFπluminumSσπsedFωπtπlystsTF
InternationaleJournaleofeQuantumeChemistryRF2003RFaWRFZ_ZSZ`X 2.1 6

91 lesωriptionFofFtheFmetπlâ��ligπndFσondingFinFfSelementFωomplexesbFiFln}FstudyFinωludingFsωπlπrF
relπtivistiωFeffeωtsTFInternationaleJournaleofeQuantumeChemistryRF2003RFaWRFYXWSYX_ 2.1 11

90 xhototriggeredFtinkπgeFqsomerizπtionFinFzutheniumâ��limethylsulfoxydeFkomplexesb´ FqnsightsFfromF
}heoryTFJournaleofePhysicaleChemistryeARF2003RFWV_RFWWW`XSWWWaV 2.8 94

89 {pinFtrπppingFσyFσisNσenzeneOωhromiumbFiFdensityFfunωtionπlFstudyTFPhysicaleChemistryeChemicale
PhysicsRF2003RF[RFWYY_ 3.6 14

88 iFnewFhyσridFfunωtionπlFinωludingFπFmetπSooiFπpproπωhTFChemicalePhysicseLettersRF2002RFY]XRF_XS_` 2.5 24

87 xhysiωπllyFmotivπtedFdensityFfunωtionπlsFwithFimprovedFperformπnωesbF}heFmodifiedF
xerdewâ��jurkeâ��mrnzerhofFmodelTFJournaleofeChemicalePhysicsRF2002RFWW]RF[aYYS[aZV 3.9 119

86 pydrogenFπσstrπωtionFfromFethylσenzeneFσyFimideSvSoxylFrπdiωπlsFwithFπndFwithoutFwXbFπFln}F
theoretiωπlFstudyTFPerkineTransactionseIIeRSCRF2002RFWa]_SWa_X 31

85 iF}heoretiωπlFqnvestigπtionFofFtheForoundFπndFmxωitedF{tπtesFofF{eleωtedFzuFπndFwsFxolypyridylF
uoleωulπrFlyesTFJournaleofePhysicaleChemistryeARF2002RFWV]RFWWY[ZSWWY]V 2.8 166
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84 ’πlidπtionFπndFπssessmentFofFπnFπωωurπteFπpproπωhFtoFtheFωorrelπtionFproσlemFinFdensityFfunωtionπlF
theorybF}heFsrigerâ��khenâ��qπfrπteâ��{πvinFmodelTFJournaleofeChemicalePhysicsRF2002RFWW_RFWVZ][SWVZ_Y 3.9 79

83 vewFωomputπtionπlFstrπtegiesFforFtheFquπntumFmeωhπniωπlFstudyFofFσiologiωπlFsystemsFinF
ωondensedFphπsesTFTheoreticaleandeComputationaleChemistryRF2001RFZ]_S[Y` 15

82 qntrinsiωFπndFmnvironmentπlFmffeωtsFonFtheFsinetiωFπndF}hermodynπmiωsFofFtinkπgeFqsomerizπtionFinF
vitritopentππmmineωoσπltNqqqOFkomplexTFJournaleofePhysicaleChemistryeARF2001RFWV[RFWV`]SWVaX 2.8 19

81 }heFwxidπtionFofF}hiolsFσyFkoσπltFvZâ��komplexesbFFπFkorrelπtionFσetweenF}heoryFπndFmxperimentsTF
JournaleofePhysicaleChemistryeARF2001RFWV[RFWWYVZSWWYWW 2.8 13

80 qnterplπyFofFintrinsiωFπndFenvironmentπlFeffeωtsFonFtheFmπgnetiωFpropertiesFofFfreeFrπdiωπlsFissuingF
fromFpSπtomFπdditionFtoFωytosineTFJournaleofetheeAmericaneChemicaleSocietyRF2001RFWXYRF_WWYS_ 16.4 22

79 uodelingFxolymerizπtionFzeπωtionsFπtFiluminumSjπsedFkπtπlystsbFFqsFln}FπFzeliπσleFkomputπtionπlF
}oolgTFJournaleofePhysicaleChemistryeARF2001RFWV[RFaVWZSaVXY 2.8 13

78
{truωturesFπndFpropertiesFofFlπnthπnideFπndFπωtinideFωomplexesFσyFπFnewFdensityFfunωtionπlF
πpproπωhbFtπnthπnumRFgπdoliniumRFlutetiumRFπndFthoriumFhπlidesFπsFωπseFstudiesTFJournaleofe
ComputationaleChemistryRF2000RFXWRFWW[YSWW]]

3.5 35

77 xerformπnωeFofFtheFβpπrπmeterFfreeMFxjmVFfunωtionπlFforFtheFmodelingFofFmoleωulπrFpropertiesFofF
heπvyFmetπlsTFChemicalePhysicseLettersRF2000RFYX[RFaaSWV[ 2.5 86

76 iF}lln}FstudyFofFtheFeleωtroniωFspeωtrumFofFsStetrπzineFinFtheFgπsSphπseFπndFinFπqueousFsolutionTF
ChemicalePhysicseLettersRF2000RFYYVRFW[XSW]V 2.5 186
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