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JournaldofdPhysicaldChemistryRF1996RFWVVRF[[cVS[[c]
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510 olectronicFpropertiesRFhydrogenFbondingRFstσckingRFσndFcσtionFbindingFofFnxkFσndF†xkFbσsesTF
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[bRF[b[S]WX 15.7 328
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502 †elσxσtionFmechσnismsFofF“”SphotoexcitedFnxkFσndF†xkFnucleobσsesTFProceedingsdofdthedNationald
AcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF2010RFWVaRFXWZ[YSb 11.5 323
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500
nescribingFxoncovσlentFsnterσctionsFbeyondFtheFmommonFkpproximσtionsdFrowFkccurσteFssFtheF
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ComputationRF2013RFcRFXW[WS[

6.4 305

499 xσtureFσndFmσgnitudeFofFσromσticFstσckingFofFnucleicFσcidFbσsesTFPhysicaldChemistrydChemicald
PhysicsRF2008RFWVRFX[c[S]WV 3.6 300
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16.4 275
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TheorydanddComputationRF2009RF[RFWaZcS]V

6.4 270

494 lenchmσrkFmσlculσtionsFofFsnterσctionFonergiesFinFxoncovσlentFmomplexesFσndF’heirFkpplicσtionsTF
ChemicaldReviewsRF2016RFWW]RF[VYbSaW 68.1 267

493 kntiShydrogenFbondFbetweenFchloroformFσndFfluorobenzeneTFChemicaldPhysicsdLettersRF1999RFXccRFWbVSWb]2.5 255

492
zerformσnceFofFempiricσlFpotentiσlsFNkwlo†RFmppc[RFm”ppRFmrk†wwRFyzv‘RFzyv’o”ORF
semiempiricσlFquσntumFchemicσlFmethodsFNkwWRFwxnyUwRFzwYORFσndFσbFinitioFrσrtreeâ��pockF
methodFforFinterσctionFofFnxkFbσsesdFmompσrisonFwithFnonempiricσlFbeyondFrσrtreeâ��pockFresultsF
1997RFWbRFWWY]SWW[V
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491 zhotochemicσlFselectivityFinFguσnineScytosineFbσseSpσirFstructuresTFProceedingsdofdthedNationald
AcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF2005RFWVXRFXVSY 11.5 233

490 xonplσnσrFgeometriesFofFnxkFbσsesTFkbFinitioFsecondSorderFwoellerSzlessetFstudyTFThedJournaldofd
PhysicaldChemistryRF1994RFcbRFYW]WSYW]Z 227

489 ’heFσccurσcyFofFquσntumFchemicσlFmethodsFforFlσrgeFnoncovσlentFcomplexesTFJournaldofdChemicald
TheorydanddComputationRF2013RFcRFYY]ZSYYaZ 6.4 223

488 lenchmσrkFmσlculσtionsFofFxoncovσlentFsnterσctionsFofFrσlogenσtedFwoleculesTFJournaldofd
ChemicaldTheorydanddComputationRF2012RFbRFZXb[ScX 6.4 223

487 ynFtheFconvergenceFofFtheFN˛�omm‘nN’Oâ��˛�owzXOFtermFforFcomplexesFwithFmultipleFrSbondsTF
ChemicaldPhysicsdLettersRF2002RFY][RFbcScZ 2.5 223

486 kF’rσnsferσbleFrSlondingFmorrectionFforF‘emiempiricσlF…uσntumSmhemicσlFwethodsTFJournaldofd
ChemicaldTheorydanddComputationRF2010RF]RFYZZS[X 6.4 222

485 llueFshiftsFvsFredFshiftsFinFsigmσSholeFbondingTFJournaldofdMoleculardModelingRF2008RFWZRF]ccSaVZ 2 221

484 ‘cσledFwzYFnonScovσlentFinterσctionFenergiesFσgreeFcloselyFwithFσccurσteFmm‘nN’OFbenchmσrkFdσtσTF
ChemPhysChemRF2009RFWVRFXbXSc 3.2 218

483 lenzeneFnimerdFrighSvevelF•σveFpunctionFσndFnensityFpunctionσlF’heoryFmσlculσtionsTFJournaldofd
ChemicaldTheorydanddComputationRF2008RFZRFWbXcSYZ 6.4 215
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snterσctionFofFnxkFlσseFzσirsFwithF”σriousFwetσlFmσtionsFNwgXQRFmσXQRF‘rXQRFlσXQRFmuQRFkgQRFkuQRF
 nXQRFmdXQRFσndFrgXQOdFFxonempiricσlFσbFsnitioFmσlculσtionsFonF‘tructuresRFonergiesRFσndF
xonσdditivityFofFtheFsnterσctionTFJournaldofdPhysicaldChemistrydBRF1997RFWVWRFc]aVSc]aa

3.4 208

481 rydrogenFlondFversusFkntiSrydrogenFlonddFFkFmompσrσtiveFknσlysisFlσsedFonFtheFolectronFnensityF
’opologyTFJournaldofdPhysicaldChemistrydARF1999RFWVYRF]YcZS]ZVW 2.8 206

480 xσtureFofFbσseFstσckingdFreferenceFquσntumSchemicσlFstσckingFenergiesFinFtenFuniqueFlSnxkF
bσseSpσirFstepsTFChemistrydrdAdEuropeandJournalRF2006RFWXRFXb[ZS][ 4.8 204

479 rydrogenFbondingFσndFstσckingFofFnxkFbσsesdFσFreviewFofFquσntumSchemicσlFσbFinitioFstudiesTF
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kbFsnitioF‘tudyFofFtheFsnterσctionFofFquσnineFσndFkdenineFwithF”σriousFwonoSFσndFlivσlentFwetσlF
mσtionsFNviQRFxσQRFuQRF†bQRFmsQeFmuQRFkgQRFkuQeFwgXQRFmσXQRF‘rXQRFlσXQeF nXQRFmdXQRFσndFrgXQOTFThed
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477
mompσrσtiveF‘tudyFofF‘electedF•σveFpunctionFσndFnensityFpunctionσlFwethodsFforFxoncovσlentF
snterσctionFonergyFmσlculσtionsF“singFtheFoxtendedF‘XXFnσtσF‘etTFJournaldofdChemicaldTheorydandd
ComputationRF2010RF]RFXY][Sa]

6.4 194

476
morrelσtedFσbFinitioFstudyFofFnucleicFσcidFbσsesFσndFtheirFtσutomersFinFtheFgσsFphσseRFinFσF
microhydrσtedFenvironmentFσndFinFσqueousFsolutionTFguσninedFsurprisingFstσbilizσtionFofFrσreF
tσutomersFinFσqueousFsolutionTFJournaldofdthedAmericandChemicaldSocietyRF2003RFWX[RFa]abSbb

16.4 192

475 lσseSbσseFσndFdeoxyriboseSbσseFstσckingFinterσctionsFinFlSnxkFσndF SnxkdFσFquσntumSchemicσlF
studyTFBiophysicaldJournalRF1997RFaYRFa]Sba 2.9 185

474 xoncovσlentFinterσctionsFinFbiochemistryTFWileydInterdisciplinarydReviews:dComputationaldMoleculard
ScienceRF2011RFWRFYSWa 7.9 184

473 ’heFfluoroformiethyleneFoxideFcomplexFexhibitsFσFmâ��riyFσntiShydrogenFbondTFChemicaldPhysicsd
LettersRF1999RFYVYRFZZaSZ[X 2.5 179

472 nxkFbσseFσminoFgroupsFσndFtheirFroleFinFmoleculσrFinterσctionsdFkbFinitioFσndFpreliminσryFdensityF
functionσlFtheoryFcσlculσtionsF1996RF[aRFc[cScaV 179

471 rSlondedFσndF‘tσckedFnxkFlσseFzσirsdFmytosineFnimerTFknFkbFsnitioF‘econdSyrderFwoellerSzlessetF
‘tudyTFJournaldofdthedAmericandChemicaldSocietyRF1995RFWWaRFacXSacb 16.4 177

470
morrelσtedFσbFsnitioF‘tudyFofFxucleicFkcidFlσsesFσndF’heirF’σutomersFinFtheFqσsFzhσseRFinFσF
wicrohydrσtedFonvironmentRFσndFinFkqueousF‘olutionTFzσrtFYTFkdenineTFJournaldofdPhysicald
ChemistrydBRF2004RFWVbRFXVbaSXVca

3.4 175

469 morrelσtedFσbFinitioFstudyFofFnucleicFσcidFbσsesFσndFtheirFtσutomersFinFtheFgσsFphσseRFinFσF
microhydrσtedFenvironmentFσndFinFσqueousFsolutionTFPhysicaldChemistrydChemicaldPhysicsRF2002RFZRFZWcXSZXVY3.6 175

468 ynFtheFimportσnceFσndForiginFofFσromσticFinterσctionsFinFchemistryFσndFbiodisciplinesTFAccountsdofd
ChemicaldResearchRF2013RFZ]RFcXaSY] 24.3 171

467 xonempiricσlFcσlculσtionsFonFσllFtheFXcFpossibleFnxkFbσseFpσirsTFJournaldofdthedAmericandChemicald
SocietyRF1987RFWVcRFWYVXSWYVa 16.4 171

466 oxtensionsFofFtheF‘]]FnσtσF‘etdFworeFkccurσteFsnterσctionFonergiesFσndFkngulσrSnisplσcedF
xonequilibriumFqeometriesTFJournaldofdChemicaldTheorydanddComputationRF2011RFaRFYZ]]SYZaV 6.4 169

465 smproperRFblueSshiftingFhydrogenFbondTFTheoreticaldChemistrydAccountsRF2002RFWVbRFYX[SYYZ 1.9 167

464 ynFtheF‘tructureFσndFqeometryFofFliomoleculσrFlindingFwotifsFNrydrogenSlondingRF‘tσckingRF
–Sr´•´•´•ˇ�OdF•p’FσndFnp’FmσlculσtionsTFJournaldofdChemicaldTheorydanddComputationRF2010RF]RF]]SbV 6.4 166

463
snterσctionFbetweenFtheFquσnineâ��mytosineF•σtsonâ��mrickFnxkFlσseFzσirFσndFrydrσtedFqroupFssσF
NwgXQRFmσXQRF‘rXQRFlσXQOFσndFqroupFssbFN nXQRFmdXQRFrgXQOFwetσlFmσtionsTFJournaldofdPhysicald
ChemistrydARF1998RFWVXRF[c[WS[c[a

2.8 166

462 ’heF•orldFofFxonSmovσlentFsnterσctionsdFXVV]TFCollectiondofdCzechoslovakdChemicaldCommunications
RF2006RFaWRFZZYS[YW 161

461 mσlculσtionsFonFnoncovσlentFinterσctionsFσndFdσtσbσsesFofFbenchmσrkFinterσctionFenergiesTF
AccountsdofdChemicaldResearchRF2012RFZ[RF]]YSaX 24.3 160
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460
kssessmentFofFtheFwzXFmethodRFσlongFwithFseverσlFbσsisFsetsRFforFtheFcomputσtionFofFinterσctionF
energiesFofFbiologicσllyFrelevσntFhydrogenFbondedFσndFdispersionFboundFcomplexesTFJournaldofd
PhysicaldChemistrydARF2007RFWWWRFbX[aS]Y

2.8 160

459
‘tructureFσndFs†FspectrumFofFphenylσlσnylSglycylSglycineFtripetideFinFtheFgσsSphσsedFs†U“”F
experimentsRFσbFinitioFquσntumFchemicσlFcσlculσtionsRFσndFmoleculσrFdynσmicFsimulσtionsTF
ChemistrydrdAdEuropeandJournalRF2005RFWWRF]bVYSWa

4.8 155

458 wzXFσndFmm‘nN’OFstudyFonFhydrogenFbondingRFσromσticFstσckingFσndFnonσromσticFstσckingTF
ChemicaldPhysicsdLettersRF1997RFX]aRFX]YSXaV 2.5 149

457 ‘tσteSofStheSσrtFcorrelσtedFσbFinitioFpotentiσlFenergyFcurvesFforFheσvyFrσreFgσsFdimersdFkrXRFurXRFσndF
–eXTFJournaldofdChemicaldPhysicsRF2003RFWWcRFXWVXSXWWc 3.9 145

456
morrelσtedFσbFinitioFstudyFofFnucleicFσcidFbσsesFσndFtheirFtσutomersFinFtheFgσsFphσseRFinFσF
microhydrσtedFenvironmentFσndFinFσqueousFsolutionTFzσrtFZTF“rσcilFσndFthymineTFPhysicaldChemistryd
ChemicaldPhysicsRF2005RFaRFXVV]SWa

3.6 143

455 olectronicFstructuresRFvibrσtionσlFspectrσRFσndFrevisedFσssignmentFofFσnilineFσndFitsFrσdicσlFcσtiondF
’heoreticσlFstudyTFJournaldofdChemicaldPhysicsRF2003RFWWbRFWVcVVSWVcWW 3.9 143

454 ‘tructureFσndFvibrσtionσlFdynσmicsFofFtheFbenzeneFdimerTFJournaldofdChemicaldPhysicsRF1999RFWWWRF[aXS[bX3.9 140

453 ploppyFstructureFofFtheFbenzeneFdimerdFkbFinitioFcσlculσtionFonFtheFstructureFσndFdipoleFmomentTF
JournaldofdChemicaldPhysicsRF1990RFcYRF[bcYS[bca 3.9 139

452
woleculσrFdynσmicsFsimulσtionsFσndFthermodynσmicsFσnσlysisFofFnxkSdrugFcomplexesTFwinorF
grooveFbindingFbetweenFZMR]SdiσmidinoSXSphenylindoleFσndFnxkFduplexesFinFsolutionTFJournaldofd
thedAmericandChemicaldSocietyRF2003RFWX[RFWa[cS]c

16.4 136

451 ’heF–Yv—zFextendedFdensityFfunctionσlFσccurσtelyFdescribesFrSbondingFbutFfσilsFcompletelyFforF
stσckingTFPhysicaldChemistrydChemicaldPhysicsRF2005RFaRFW]XZS] 3.6 135

450
“nexpectedlyFstrongFenergyFstσbilizσtionFinsideFtheFhydrophobicFcoreFofFsmσllFproteinFrubredoxinF
mediσtedFbyFσromσticFresiduesdFcorrelσtedFσbFinitioFquσntumFchemicσlFcσlculσtionsTFJournaldofdthed
AmericandChemicaldSocietyRF2005RFWXaRFX]W[Sc

16.4 134

449
lσseFstσckingFinFcytosineFdimerTFkFcompσrisonFofFcorrelσtedFσbFinitioFcσlculσtionsFwithFthreeF
empiricσlFpotentiσlFmodelsFσndFdensityFfunctionσlFtheoryFcσlculσtionsTFJournaldofdComputationald
ChemistryRF1996RFWaRFbZWSb[V

3.5 134

448 ‘equenceSdependentFelσsticFpropertiesFofFnxkTFJournaldofdMoleculardBiologyRF2000RFXccRF]c[SaVc 6.5 132

447
lenchmσrkFdσtσbσseFonFisolσtedFsmσllFpeptidesFcontσiningFσnFσromσticFsideFchσindFcompσrisonF
betweenFwσveFfunctionFσndFdensityFfunctionσlFtheoryFmethodsFσndFempiricσlFforceFfieldTFPhysicald
ChemistrydChemicaldPhysicsRF2008RFWVRFXaZaS[a

3.6 131

446 ’heFoffectFofFwetσlFlindingFtoFtheFxaF‘iteFofFzurineFxucleotidesFonF’heirF‘tructureRFonergyRFσndF
snvolvementFinFlσseFzσiringTFJournaldofdPhysicaldChemistrydBRF2000RFWVZRFa[Y[Sa[ZZ 3.4 131

445 smproperRFllueS‘hiftingFrydrogenFlondFbetweenFpluorobenzeneFσndFpluoroformâ� TFJournaldofd
PhysicaldChemistrydARF2001RFWV[RF[[]VS[[]] 2.8 130

444
…uσntumFmhemicσlFlenchmσrkFonergyFσndFqeometryFnσtσbσseFforFwoleculσrFmlustersFσndFmomplexF
woleculσrF‘ystemsFNwwwTbegdbTcomOdFkF“sersFwσnuσlFσndFoxσmplesTFCollectiondofdCzechoslovakd
ChemicaldCommunicationsRF2008RFaYRFWX]WSWXaV

129

443
kceticFkcidFnimerFinFtheFqσsFzhσseRFxonpolσrF‘olventRFwicrohydrσtedFonvironmentRFσndFniluteFσndF
moncentrσtedFkceticFkciddFFkbFsnitioF…uσntumFmhemicσlFσndFwoleculσrFnynσmicsF‘imulσtionsTF
JournaldofdPhysicaldChemistrydARF2003RFWVaRFYVb]SYVcX

2.8 129
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442 zrotonF’rσnsferFinFtheFkdenineS’hymineFlσseFzσirTFJournaldofdthedAmericandChemicaldSocietyRF1994RF
WW]RFWZ[aSWZ]V 16.4 129

441 lifurcσtedFhydrogenFbondsFinFnxkFcrystσlFstructuresTFknFσbFinitioFquσntumFchemicσlFstudyTFJournald
ofdthedAmericandChemicaldSocietyRF1994RFWW]RFaVcSaWZ 16.4 128

440 ’heFlithiumFbondFreexσminedTFChemicaldReviewsRF1990RFcVRFWV]WSWVa] 68.1 126

439
‘tσbilizσtionFenergiesFofFtheFhydrogenSbondedFσndFstσckedFstructuresFofFnucleicFσcidFbσseFpσirsFinF
theFcrystσlFgeometriesFofFmqRFk’RFσndFkmFnxkFstepsFσndFinFtheFxw†FgeometryFofFtheF
[MSdNqmqkkqmOSYMFhσirpindFmompleteFbσsisFsetFcσlculσtionsFσtFtheFwzXFσndFmm‘nN’OFlevelsTFJournaldofd
PhysicaldChemistrydARF2005RFWVcRFWWYWS]

2.8 120

438 nesignFofFrs”FproteσseFinhibitorsFbσsedFonFinorgσnicFpolyhedrσlFmetσllσcσrborσnesTFJournaldofd
MedicinaldChemistryRF2009RF[XRFaWYXSZW 8.3 119

437
ynFgeometriesFofFstσckedFσndFrSbondedFnucleicFσcidFbσseFpσirsFdeterminedFσtFvσriousFnp’RFwzXRF
σndFmm‘nN’OFlevelsFupFtoFtheFmm‘nN’OUcompleteFbσsisFsetFlimitFlevelTFJournaldofdChemicaldPhysicsRF
2005RFWXXRFXVZYXX

3.9 119

436 snterσctionFofFcσrborσnesFwithFbiomoleculesdFformσtionFofFdihydrogenFbondsTFChemPhysChemRF2006
RFaRFWWVVS[ 3.2 118

435
mâ��r´•´•´•yFmontσctsFinFtheFkdenine´•´•´•“rσcilF•σtsonâ��mrickFσndF“rσcil´•´•´•“rσcilFxucleicFkcidFlσseFzσirsdFF
xonempiricσlFσbFsnitioF‘tudyFwithFsnclusionFofFolectronFmorrelσtionFoffectsTFJournaldofdPhysicald
ChemistrydBRF2000RFWVZRF]Xb]S]XcX

3.4 118

434 ynFoxtensionFofFtheFmurrentFliomoleculσrFompiricσlFporceFpieldFforFtheFnescriptionFofFrσlogenF
londsTFJournaldofdChemicaldTheorydanddComputationRF2012RFbRFWYX[SYY 6.4 115

433 mounterpoiseScorrectedFpotentiσlFenergyFsurfσcesFofFsimpleFrSbondedFsystemsTFTheoreticald
ChemistrydAccountsRF1998RFccRFYaXSYaa 1.9 114

432 ’heFrelσtiveFrolesFofFelectrostσticsFσndFdispersionFinFtheFstσbilizσtionFofFhσlogenFbondsTFPhysicald
ChemistrydChemicaldPhysicsRF2013RFW[RFWaaZXS[W 3.6 113

431 yriginFofFtheF–SrσlFNrσlFgFmlRFlrOFbondSlengthFchσngeFinFtheFhσlogenSbondedFcomplexesTFJournaldofd
PhysicaldChemistrydARF2008RFWWXRFZWWZSc 2.8 110

430 ’heFstrengthFσndFdirectionσlityFofFσFhσlogenFbondFσreFcoSdeterminedFbyFtheFmσgnitudeFσndFsizeFofF
theFˇ�SholeTFPhysicaldChemistrydChemicaldPhysicsRF2014RFW]RFccbaSc] 3.6 109

429 ’hioguσnineFσndF’hiourσcildFFrydrogenSlondingFσndF‘tσckingFzropertiesTFJournaldofdPhysicald
ChemistrydARF1997RFWVWRFcZbcScZc[ 2.8 109

428 righlyFσccurσteFmm‘nN’OFσndFnp’S‘kz’FstσbilizσtionFenergiesFofFrSbondedFσndFstσckedFstructuresF
ofFtheFurσcilFdimerTFChemPhysChemRF2008RFcRFW]Y]SZZ 3.2 108

427 lσseFstσckingFσndFhydrogenFbondingFinFprotonσtedFcytosineFdimerdFtheFroleFofFmoleculσrFionSdipoleF
σndFinductionFinterσctionsTFJournaldofdBiomoleculardStructuredanddDynamicsRF1996RFWYRF]c[SaV] 3.6 107

426
kminoFgroupsFinFnucleicFσcidFbσsesRFσnilineRFσminopyridinesRFσndFσminotriσzineFσreFnonplσnσrdF
†esultsFofFcorrelσtedFσbFinitioFquσntumFchemicσlFcσlculσtionsFσndFσnhσrmonicFσnσlysisFofFtheFσnilineF
inversionFmotionTFJournaldofdChemicaldPhysicsRF1996RFWV[RFWWVZXSWWV[V

3.9 104

425 ’heFdominσntFroleFofFchσlcogenFbondingFinFtheFcrystσlFpσckingFofFXnUYnFσromσticsTFAngewandted
ChemiedrdInternationaldEditionRF2014RF[YRFWVWYcSZX 16.4 103
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424
kFreliσbleFdockingUscoringFschemeFbσsedFonFtheFsemiempiricσlFquσntumFmechσnicσlFzw]SnrXF
methodFσccurσtelyFcoveringFdispersionFσndFrSbondingdFrs”SWFproteσseFwithFXXFligσndsTFJournaldofd
PhysicaldChemistrydBRF2010RFWWZRFWX]]]Sab

3.4 103

423 †sSwzXFcσlculσtionsFwithFextendedFbσsisFsetsâ��σFpromisingFtoolFforFstudyFofFrSbondedFσndFstσckedF
nxkFbσseFpσirsTFPhysicaldChemistrydChemicaldPhysicsRF2001RFYRFZ[abSZ[bX 3.6 103

422 kssessmentFofFtheFperformσnceFofFwzXFσndFwzXFvσriσntsFforFtheFtreσtmentFofFnoncovσlentF
interσctionsTFJournaldofdPhysicaldChemistrydARF2012RFWW]RFZW[cS]c 2.8 101

421
kbFinitioFsecondSFσndFfourthSorderFwoUllerâ��zlessetFstudyFonFstructureRFstσbilizσtionFenergyRFσndF
stretchingFvibrσtionFofFbenzeneiii–FN–greRxeRkrRurR–eOFvσnFderF•σσlsFmoleculesTFJournaldofd
ChemicaldPhysicsRF1992RFcaRFYY[SYZV

3.9 101

420 “rσcilFnimerdFFzotentiσlFonergyFσndFpreeFonergyF‘urfσcesTFkbFsnitioFbeyondFrσrtreeâ��pockFσndF
ompiricσlFzotentiσlF‘tudiesTFJournaldofdPhysicaldChemistrydARF1998RFWVXRF]cXWS]cX] 2.8 100

419 kFhσlogenSbondingFcorrectionFforFtheFsemiempiricσlFzw]FmethodTFChemicaldPhysicsdLettersRF2011RF
[V]RFXb]SXbc 2.5 99

418 rydrogenFbondingRFstσckingFσndFcσtionFbindingFofFnxkFbσsesTFComputationaldanddTheoreticald
ChemistryRF2001RF[aYRFZYS[Y 98

417
snterσctionFofFtheFkdenineâ��’hymineF•σtsonâ��mrickFσndFkdenineâ��kdenineF†everseSroogsteenFnxkF
lσseFzσirsFwithFrydrσtedFqroupFssσFNwgXQRFmσXQRF‘rXQRFlσXQOFσndFssbFN nXQRFmdXQRFrgXQOFwetσlF
mσtionsd´ FkbsenceFofFtheFlσseFzσirF‘tσbilizσtionFbyFwetσlSsnducedFzolσrizσtionFoffectsTFJournaldofd
PhysicaldChemistrydBRF1999RFWVYRFX[XbSX[YZ

3.4 98

416 xonplσnσrFnxkFbσseFpσirsTFJournaldofdBiomoleculardStructuredanddDynamicsRF1996RFWYRFbXaSYY 3.6 95

415 xewFstructureFforFtheFmostFstσbleFisomerFofFtheFbenzeneFdimerdFσFquσntumFchemicσlFstudyTFThed
JournaldofdPhysicaldChemistryRF1993RFcaRFYcYaSYcYb 93

414
zotentiσlFonergyFσndFpreeFonergyF‘urfσcesFofFkllF’enFmσnonicσlFσndFwethylσtedFxucleicFkcidFlσseF
zσirsdFFwoleculσrFnynσmicsFσndF…uσntumFmhemicσlFσbFsnitioF‘tudiesTFJournaldofdPhysicaldChemistrydBRF
2001RFWV[RF[bVZS[bWa

3.4 92

413 ynFdifferencesFbetweenFhydrogenFbondingFσndFimproperFblueSshiftingFhydrogenFbondingTF
ChemPhysChemRF2005RF]RF]VcSWa 3.2 91

412
snterσctionFonergiesFofFrydrogenSlondedFpormσmideFnimerRFpormσmidineFnimerRFσndF‘electedF
nxkFlσseFzσirsFybtσinedFwithFvσrgeFlσsisF‘etsFofFktomicFyrbitσlsTFJournaldofdPhysicaldChemistrydARF
2000RFWVZRFZ[cXSZ[ca

2.8 91

411
’heFxσtureFofFtheFlindingFofFkuRFkgRFσndFzdFtoFlenzeneRFmoroneneRFσndFqrσphenedFpromF
lenchmσrkFmm‘nN’OFmσlculσtionsFtoFzlσneS•σveFnp’FmσlculσtionsTFJournaldofdChemicaldTheorydandd
ComputationRF2011RFaRFYaZYSYa[[

6.4 90

410 ”ibrσtionσlFspectroscopyFofFtheFqTTTmFbσseFpσirdFexperimentRFhσrmonicFσndFσnhσrmonicFcσlculσtionsRF
σndFtheFnσtureFofFtheFσnhσrmonicFcouplingsTFJournaldofdPhysicaldChemistrydARF2005RFWVcRF]caZSbZ 2.8 90

409
snterσctionsFofFrydrσtedFwgXQFmσtionFwithFlσsesRFlσseFzσirsRFσndFxucleotidesTFolectronF’opologyRF
xσturσlFlondFyrbitσlRFolectrostσticRFσndF”ibrσtionσlF‘tudyTFJournaldofdPhysicaldChemistrydBRF2001RF
WV[RF]V[WS]V]V

3.4 89

408
mompσrisonFofFintrinsicFstσckingFenergiesFofFtenFuniqueFdinucleotideFstepsFinFkS†xkFσndFlSnxkF
duplexesTFmσnFweFdetermineFcorrectForderFofFstσbilityFbyFquσntumSchemicσlFcσlculσtionsiTFJournaldofd
PhysicaldChemistrydBRF2010RFWWZRFWWcWSXVY

3.4 87

407
zotentiσlFonergyF‘urfσceFofFtheFmytosineFnimerd´ FwzXFmompleteFlσsisF‘etFvimitFsnterσctionF
onergiesRFmm‘nN’OFmorrectionF’ermRFσndFmompσrisonFwithFtheFkwlo†FporceFpieldTFJournaldofd
PhysicaldChemistrydBRF2004RFWVbRF[Z]]S[ZaW

3.4 86
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406
†eliσbleFtheoreticσlFtreσtmentFofFmoleculσrFclustersdFmounterpoiseScorrectedFpotentiσlFenergyF
surfσceFσndFσnhσrmonicFvibrσtionσlFfrequenciesFofFtheFwσterFdimerTFPhysicaldChemistrydChemicald
PhysicsRF1999RFWRFYVaYSYVab

3.6 86

405 ynFtheFperformσnceFofFtheFsemiempiricσlFquσntumFmechσnicσlFzw]FσndFzwaFmethodsFforF
noncovσlentFinterσctionsTFChemicaldPhysicsdLettersRF2013RF[]bS[]cRFW]WSW]] 2.5 85

404
‘tudyFofFtheFnσtureFofFimproperFblueSshiftingFhydrogenFbondingFσndFstσndσrdFhydrogenFbondingFinF
theF–YmrTTTyrXFσndF–rTTTyrXFcomplexesFN–FgFpRFmlRFlrRFsOdFkFcorrelσtedFkbFinitioFstudyTF
ChemPhysChemRF2002RFYRF[WWSb

3.2 83

403
rydrσtionFofF‘ulfoFσndFwethylFqroupsFinFnimethylF‘ulfoxideFssFkccompσniedFbyFtheFpormσtionFofF
†edS‘hiftedFrydrogenFlondsFσndFsmproperFllueS‘hiftedFrydrogenFlondsdFFknFσbFsnitioF…uσntumF
mhemicσlF‘tudyTFJournaldofdPhysicaldChemistrydARF2003RFWVaRFWVYXSWVYc

2.8 83

402 sntroductiondFxoncovσlentFsnterσctionsTFChemicaldReviewsRF2016RFWW]RFZcWWSX 68.1 83

401 …uσntumFwonteFmσrloFwethodsFnescribeFxoncovσlentFsnterσctionsFwithF‘ubchemicσlFkccurσcyTF
JournaldofdChemicaldTheorydanddComputationRF2013RFcRFZXbaScX 6.4 80

400 ynFtheFxσtureFofFlondingFinFvoneFzσir´•´•´•ˇ�SolectronFmomplexesdFmm‘nN’OUmompleteFlσsisF‘etFvimitF
mσlculσtionsTFJournaldofdChemicaldTheorydanddComputationRF2009RF[RFWWbVS[ 6.4 79

399 rydrσtionFσndFstσbilityFofFnucleicFσcidFbσsesFσndFbσseFpσirsTFPhysicaldChemistrydChemicaldPhysicsRF
2007RFcRFcVYSWa 3.6 79

398 ’heFrSindexFunσmbiguouslyFdiscriminσtesFbetweenFhydrogenFbondingFσndFimproperFblueSshiftingF
hydrogenFbondingTFPhysicaldChemistrydChemicaldPhysicsRF2001RFYRFX[[[SX[[] 3.6 79

397
‘tructureRFenergeticsRFσndFhσrmonicFvibrσtionσlFspectrσFofFtheFσdenineSthymineFσndF
σdeninePSthyminePFbσseFpσirsdFgrσdientFnonempiricσlFσndFsemiempiricσlFstudyTFThedJournaldofd
PhysicaldChemistryRF1993RFcaRFW[ZXSW[[a

79

396
†eferenceFwzXUml‘FσndFmm‘nN’OFquσntumSchemicσlFcσlculσtionsFonFstσckedFσdenineFdimersTF
mompσrisonFwithFnp’SnRFwzXT[RF‘m‘NwsOSwzXRFwV]SX–RFml‘N‘m‘SnOFσndFforceFfieldFdescriptionsTF
PhysicaldChemistrydChemicaldPhysicsRF2010RFWXRFY[XXSYZ

3.6 78

395
†epresentσtiveFkminoFkcidF‘ideFmhσinFsnterσctionsFinFzroteinsTFkFmompσrisonFofFrighlyFkccurσteF
morrelσtedFσbFsnitioF…uσntumFmhemicσlFσndFompiricσlFzotentiσlFzroceduresTFJournaldofdChemicald
TheorydanddComputationRF2009RF[RFcbXScX

6.4 78

394
lenzeneFtrimerFσndFbenzeneFtetrσmerdF‘tructuresFσndFpropertiesFdeterminedFbyFtheFnonempiricσlF
modelFNxowyOFpotentiσlFcσlibrσtedFfromFtheFmm‘nN’OFbenzeneFdimerFenergiesTFJournaldofdChemicald
PhysicsRF1999RFWWVRF[a[bS[a]X

3.9 78

393 xonσdiσbσticFdynσmicsFofFurσcildFpopulσtionFsplitFσmongFdifferentFdecσyFmechσnismsTFJournaldofd
PhysicaldChemistrydARF2011RFWW[RF[XZaS[[ 2.8 77

392 ‘trengthFσndFmhσrσcterFofFrσlogenFlondsFinFzroteinâ��vigσndFmomplexesTFCrystaldGrowthdanddDesignRF
2011RFWWRFZXaXSZXab 3.5 76

391
xσQRFwgXQRFσndF nXQFbindingFtoFσllFtσutomersFofFσdenineRFcytosineRFσndFthymineFσndFtheFeightFmostF
stσbleFketoUenolFtσutomersFofFguσninedFσFcorrelσtedFσbFinitioFquσntumFchemicσlFstudyTFJournaldofd
PhysicaldChemistrydBRF2006RFWWVRFWZ[W[SXY

3.4 76

390 wodulσtionFofFσldoseFreductσseFinhibitionFbyFhσlogenFbondFtuningTFACSdChemicaldBiologyRF2013RFbRFXZbZScX4.9 75

389
‘emiempiricσlFquσntumFmechσnicσlFmethodFzw]SnrX–FdescribesFtheFgeometryFσndFenergeticsFofF
muXSinhibitorFcomplexesFinvolvingFhσlogenFbondsFwellRFwhileFtheFempiricσlFpotentiσlFfσilsTFJournaldofd
PhysicaldChemistrydBRF2011RFWW[RFb[bWSc

3.4 75
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388 woleculσrFsnterσctionsFofFxucleicFkcidFlσsesTFkF†eviewFofF…uσntumSmhemicσlF‘tudiesTFCollectiondofd
CzechoslovakdChemicaldCommunicationsRF2003RF]bRFXXYWSXXbX 75

387 kbFinitioFcσlculσtionsFonFtheFstructureRFstσbilizσtionRFσndFdipoleFmomentFofFbenzeneiiikrFcomplexTF
JournaldofdChemicaldPhysicsRF1991RFc[RFYcWSYcZ 3.9 74

386 ‘ignificσntFstructurσlFdeformσtionFofFnucleicFσcidFbσsesFinFstσckedFbσseFpσirsdFσnFσbFinitioFstudyF
beyondFrσrtreeâ��pockTFChemicaldPhysicsdLettersRF1998RFXbbRFaSWZ 2.5 73

385 ’heF‘emiempiricσlF…uσntumFwechσnicσlF‘coringFpunctionFforFsnF‘ilicoFnrugFnesignTFChemPlusChemRF
2013RFabRFcXWScYW 2.8 70

384 knotherFroleFofFprolinedFstσbilizσtionFinterσctionsFinFproteinsFσndFproteinFcomplexesFconcerningF
prolineFσndFtryptophσneTFPhysicaldChemistrydChemicaldPhysicsRF2008RFWVRF]Y[VSc 3.6 70

383
nxkFσdductFformσtionFfromFquσternσryFbenzo·c−phenσnthridineFσlkσloidsFsσnguinσrineFσndF
chelerythrineFσsFreveσledFbyFtheFYXzSpostlσbelingFtechniqueTFChemicorBiologicaldInteractionsRF2002RF
WZVRFXYWSZX

5 70

382 winimσlFbσsisFsetFwsxsSWFâ��FpowerfulFtoolFforFcσlculσtingFofFmoleculσrFinterσctionsTFsTFxeutrσlF
complexesTFTheoreticadChimicadActaRF1984RF][RFXacSXcV 70

381 lenchmσrkFmσlculσtionsFofF’hreeSlodyFsntermoleculσrFsnterσctionsFσndFtheFzerformσnceFofF
vowSmostFolectronicF‘tructureFwethodsTFJournaldofdChemicaldTheorydanddComputationRF2015RFWWRFYV][Sac 6.4 69

380 noubleShelicσlFSShFlσdderFstructurσlFtrσnsitionFinFtheFlSnxkFisFinducedFbyFσFlossFofFdispersionF
energyTFJournaldofdthedAmericandChemicaldSocietyRF2008RFWYVRFW]V[[Sc 16.4 69

379
lindingFofFcσtionicFσndFneutrσlFphenσnthridineFintercσlσtorsFtoFσFnxkFoligomerFisFcontrolledFbyF
dispersionFenergydFquσntumFchemicσlFcσlculσtionsFσndFmoleculσrFmechσnicsFsimulσtionsTFChemistrydrd
AdEuropeandJournalRF2005RFWXRFXbVScV

4.8 69

378 zolσrFisomerFofFformicFσcidFdimersFformedFinFheliumFnσnodropletsTFJournaldofdChemicaldPhysicsRF
2004RFWXVRFWV[[ZS]V 3.9 69

377 wetσlFionsFinFnonScomplementσryFnxkFbσseFpσirsdFσnFσbFinitioFstudyFofFmuNsORFkgNsORFσndFkuNsOF
complexesFwithFtheFcytosineSσdenineFbσseFpσirTFJournaldofdBiologicaldInorganicdChemistryRF1999RFZRF[YaSZ[3.7 69

376 ’heFchσrgeStrσnsferFstσtesFinFσFstσckedFnucleobσseFdimerFcomplexdFσFbenchmσrkFstudyTFJournaldofd
ComputationaldChemistryRF2011RFYXRFWXWaSXa 3.5 67

375 ’heFmidSs†FσbsorptionFspectrumFofFgσsSphσseFclustersFofFtheFnucleobσsesFguσnineFσndFcytosineTF
PhysicaldChemistrydChemicaldPhysicsRF2004RF]RFXbWVSXbW[ 3.6 67

374
qlobσlFwinimumFofFtheFkdenine´•´•´•’hymineFlσseFzσirFmorrespondsFxeitherFtoF•σtsonâ��mrickFxorFtoF
roogsteenF‘tructuresTFwoleculσrFnynσmicU…uenchingUkwlo†FσndFσbFsnitioFbeyondFrσrtreeâ��pockF
‘tudiesTFJournaldofdthedAmericandChemicaldSocietyRF2000RFWXXRFYZc[SYZcc

16.4 67

373
†esolutionFofFidentityFdensityFfunctionσlFtheoryFσugmentedFwithFσnFempiricσlFdispersionFtermF
N†sSnp’SnOdFσFpromisingFtoolFforFstudyingFisolσtedFsmσllFpeptidesTFJournaldofdPhysicaldChemistrydARF
2007RFWWWRFWWZ]S[Z

2.8 66

372
vσrgeSscσleFcompensσtionFofFerrorsFinFpσirwiseSσdditiveFempiricσlFforceFfieldsdFcompσrisonFofF
kwlo†FintermoleculσrFtermsFwithFrigorousFnp’S‘kz’FcσlculσtionsTFPhysicaldChemistrydChemicald
PhysicsRF2010RFWXRFWVZa]ScY

3.6 65

371 oxtrσpolσtionFσndF‘cσlingFofFtheFnp’S‘kz’FsnterσctionFonergiesFtowσrdFtheFlσsisF‘etFvimitTFJournald
ofdChemicaldTheorydanddComputationRF2011RFaRF]b[Sc 6.4 65
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370
rydrogenSbondedFtrimersFofFnxkFbσsesFσndFtheirFinterσctionFwithFmetσlFcσtionsdFσbFinitioF
quσntumSchemicσlFσndFempiricσlFpotentiσlFstudyTFJournaldofdBiomoleculardStructuredanddDynamicsRF
1997RFWZRF]WYSXb

3.6 65

369 mSrFstretchingFvibrσtionσlFshiftFofFbenzeneFdimerdFconsistencyFofFexperimentFσndFcσlculσtionTF
ChemPhysChemRF2007RFbRFXWVaSWW 3.2 65

368
…uσntumFchemicσlFσndFstσtisticσlFthermodynσmicFinvestigσtionsFofFσnestheticFσctivityTFWTF’heF
interσctionFbetweenFchloroformRFfluoroformRFcyclopropσneFσndFσnFySrTcntdotTTcntdotTTcntdotTyF
hydrogenFbondTFJournaldofdthedAmericandChemicaldSocietyRF1981RFWVYRFWY]VSWY]]

16.4 65

367 noesFstσckingFrestrσinFtheFphotodynσmicsFofFindividuσlFnucleobσsesiTFJournaldofdthedAmericand
ChemicaldSocietyRF2010RFWYXRFbX]WSY 16.4 64

366 ‘pinScomponentFscσledFcoupledSclustersFsinglesFσndFdoublesFoptimizedFtowσrdsFcσlculσtionFofF
noncovσlentFinterσctionsTFPhysicaldChemistrydChemicaldPhysicsRF2010RFWXRFc]WWSZ 3.6 63

365 mriticσlFeffectFofFtheFxXFσminoFgroupFonFstructureRFdynσmicsRFσndFelσsticityFofFnxkFpolypurineF
trσctsTFBiophysicaldJournalRF2002RFbXRFX[cXS]Vc 2.9 63

364 kbFinitioFstudyFofFtheFphenolSwσterFcσtionFrσdicσlTFJournaldofdChemicaldPhysicsRF1994RFWVWRFccVScca 3.9 63

363 londingFσbilityFofFsurfσceFsitesFonFsilicσFσndFtheirFeffectFonFhydrogenFbondsTFkFquσntumSchemicσlF
σndFstσtisticσlFthermodynσmicFtreσtmentTFThedJournaldofdPhysicaldChemistryRF1981RFb[RFZV]WSZV]a 63

362
…uσntumFchemicσlFσndFstσtisticσlFthermodynσmicFinvestigσtionsFofFσnestheticFσctivityTFXTF’heF
interσctionFbetweenFchloroformRFfluoroformRFσndFσnFxrTTTydmFhydrogenFbondTFJournaldofdthed
AmericandChemicaldSocietyRF1982RFWVZRFcX[ScXb

16.4 63

361 ovσluσtionFofFtheFintrσmoleculσrFbσsisFsetFsuperpositionFerrorFinFtheFcσlculσtionsFofFlσrgerF
moleculesdF·n−helicenesFσndFzheSqlySzheFtripeptideTFJournaldofdComputationaldChemistryRF2008RFXcRFb]WSaV3.5 62

360 zluggingFtheFexplicitFˇ�SholesFinFmoleculσrFdockingTFChemicaldCommunicationsRF2013RFZcRFcbWSY 5.8 61

359 wzXT[FσndFwzXT–dFσpproσchingFmm‘nN’OFquσlityFdescriptionFofFnoncovσlentFinterσctionFσtFtheFcostF
ofFσFsingleFmm‘nFiterσtionTFChemPhysChemRF2013RFWZRF]cbSaVa 3.2 61

358 qeometryFofFtheFzhosphσteFqroupFσndFstsFsnterσctionsFwithFwetσlFmσtionsFinFmrystσlsFσndFσbFsnitioF
mσlculσtionsTFJournaldofdthedAmericandChemicaldSocietyRF1996RFWWbRFWXXVaSWXXWa 16.4 61

357 …uσntificσtionFofFtheFinterσctionFforcesFbetweenFmetσlsFσndFgrσpheneFbyFquσntumFchemicσlF
cσlculσtionsFσndFdynσmicFforceFmeσsurementsFunderFσmbientFconditionsTFACSdNanoRF2013RFaRFW]Z]S[W 16.7 60

356
lenchmσrkF†sSwzXFdσtσbσseFofFnucleicFσcidFbσseFtrimersdFperformσnceFofFdifferentFdensityF
functionσlFmodelsFforFpredictionFofFstructuresFσndFbindingFenergiesTFPhysicaldChemistrydChemicald
PhysicsRF2007RFcRF[VVVSb

3.6 60

355 ‘tructurσlFnonrigidityFofFnucleicFσcidFbσsesTFzostâ��rσrtreeâ��pockFσbFinitioFstudyTFInternationaldJournald
ofdQuantumdChemistryRF2000RFbVRFWWW]SWWXZ 2.1 60

354 sntrσmoleculσrFflexibilityFofFnxkFbσsesFinFσdenineâ��thymineFσndFguσnineâ��cytosineF•σtsonâ��mrickF
bσseFpσirsTFJournaldofdMoleculardStructureRF1999RFZaaRFW[SXW 3.4 60

353 •eσkFintermoleculσrFinterσctionTFTheoreticadChimicadActaRF1975RFY]RFXW[SXXV 60
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352
zerformσnceFofFtheFnp’SnFmethodRFpσiredFwithFtheFzmwFimplicitFsolvσtionFmodelRFforFtheF
computσtionFofFinterσctionFenergiesFofFsolvσtedFcomplexesFofFbiologicσlFinterestTFPhysicald
ChemistrydChemicaldPhysicsRF2007RFcRF[[[[S]V

3.6 59

351
promFnibismuthenesFtoF’hreeSFσndF’woSmoordinσtedFlismuthinidenesFbyFpineFvigσndF’uningdF
ovidenceFforFkromσticFlimYxF†ingsFthroughFσFmombinedFoxperimentσlFσndF’heoreticσlF‘tudyTF
ChemistrydrdAdEuropeandJournalRF2015RFXWRFW]cWaSXb

4.8 58

350 knhσrmonicFtreσtmentFofFtheFlowestSenergyFconformersFofFglycinedFkFtheoreticσlFstudyTFJournaldofd
ChemicaldPhysicsRF2000RFWWYRFZ]XcSZ]Y[ 3.9 58

349 mm‘n·’−FnescribesFxoncovσlentFsnterσctionsFletterFthσnFtheFmm‘nN’ORFmm‘nN’…ORFσndFmm‘n’F
wethodsTFJournaldofdChemicaldTheorydanddComputationRF2013RFcRFY]ZSc 6.4 57

348 ’heoreticσlFstudyFonFtheFcomplexesFofFbenzeneFwithFisoelectronicFnitrogenScontσiningF
heterocyclesTFChemPhysChemRF2008RFcRFWVVYSc 3.2 57

347 mompσrisonFofFtheFnp’S‘kz’FσndFmσnonicσlFonkF‘chemesFforFtheFonergyFnecompositionFofF”σriousF
’ypesFofFxoncovσlentFsnterσctionsTFJournaldofdChemicaldTheorydanddComputationRF2018RFWZRFYZZVSYZ[V 6.4 57

346 kssessingFtheFσccurσcyFσndFperformσnceFofFimplicitFsolventFmodelsFforFdrugFmoleculesdF
conformσtionσlFensembleFσpproσchesTFJournaldofdPhysicaldChemistrydBRF2013RFWWaRF[c[VS]X 3.4 56

345
perroceneSmodifiedFpurinesFσsFpotentiσlFelectrochemicσlFmσrkersdFsynthesisRFcrystσlFstructuresRF
electrochemistryFσndFcytostσticFσctivityFofFNferrocenylethynylOSFσndFNferrocenylethylOpurinesTF
ChemistrydrdAdEuropeandJournalRF2004RFWVRFXV[bS]]

4.8 56

344 …uσntumFchemicσlFinvestigσtionFofFinterσctionFsitesFinFzeolitesFσndFsilicσTFThedJournaldofdPhysicald
ChemistryRF1980RFbZRFYYWbSYYX] 56

343 vσnFderF•σσlsFwoleculesFsssdFsntroductionTFChemicaldReviewsRF2000RFWVVRFYb]WSX 68.1 55

342
‘tructureFofFisolσtedFtryptophylSglycineFdipeptideFσndFtryptophylSglycylSglycineFtripeptidedFσbFinitioF
‘mmSnp’lSnFmoleculσrFdynσmicsFsimulσtionsFσndFhighSlevelFcorrelσtedFσbFinitioFquσntumFchemicσlF
cσlculσtionsTFJournaldofdPhysicaldChemistrydBRF2006RFWWVRF]Yb[Sc]

3.4 54

341 ’heFminimσlFbσsisFsetFwsxsSWâ��powerfulFtoolFforFcσlculσtingFintermoleculσrFinterσctionsTFssTFsonicF
complexesTFTheoreticadChimicadActaRF1984RF][RFXcWSYVX 54

340 knhσrmonicFσndFhσrmonicFintermoleculσrFvibrσtionσlFmodesFofFtheFnxkFbσseFpσirsTFJournaldofd
ChemicaldPhysicsRF1997RFWV]RFWZaXSWZac 3.9 53

339 XF’heoreticσlFstudiesFofFhydrogenFbondingTFAnnualdReportsdondthedProgressdofdChemistrydSectiondCRF
2004RFWVVRFYSXa 53

338 •eσkFintermoleculσrFinterσctionTFTheoreticadChimicadActaRF1975RFY]RFXVaSXWZ 53

337 xonScovσlentFcontrolFofFspinSstσteFinFmetσlSorgσnicFcomplexFbyFpositioningFonFxSdopedFgrσpheneTF
NaturedCommunicationsRF2018RFcRFXbYW 17.4 52

336
xâ��r´•´•´•ˇ�FsnterσctionsFinFsndole´•´•´•lenzeneSh]Rd]FσndFsndole´•´•´•lenzeneSh]Rd]F†σdicσlFmσtionF
momplexesTFwσssFknσlyzedF’hresholdFsonizσtionFoxperimentsFσndFmorrelσtedFσbFsnitioF…uσntumF
mhemicσlFmσlculσtionsTFJournaldofdPhysicaldChemistrydARF2003RFWVaRFYcWbSYcXZ

2.8 52

335 zolσrFflσtteningFσndFtheFstrengthFofFhσlogenFbondingTFJournaldofdChemicaldTheorydanddComputationRF
2015RFWWRFZaXaSYX 6.4 51
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334 ”ibrσtionσlFdynσmicsFofFtheFbenzeneâ�ƒσrgonFcomplexTFChemicaldPhysicsdLettersRF1992RFWc]RFZWVSZW] 2.5 51

333
monvergenceFofFtheFmm‘nN’OFmorrectionF’ermFforFtheF‘tσckedFmomplexFwethylFkdenineSwethylF
’hyminedFmompσrisonFwithFvowerSmostFklternσtivesTFJournaldofdChemicaldTheorydanddComputationRF
2009RF[RFWa]WS]

6.4 50

332 …uσntumFmechσnicσlFscoringdFstructurσlFσndFenergeticFinsightsFintoFcyclinSdependentFkinσseFXF
inhibitionFbyFpyrσzolo·WR[Sσ−pyrimidinesTFCurrentdComputerrAideddDrugdDesignRF2013RFcRFWWbSXc 1.4 50

331 oxperimentσlFσndFtheoreticσlFinvestigσtionFofFtheFσromσticSσromσticFinterσctionFinFisolσtedFcσppedF
dipeptidesTFJournaldofdPhysicaldChemistrydARF2010RFWWZRFXcaYSbX 2.8 49

330
ktFnonzeroFtemperσturesRFstσckedFstructuresFofFmethylσtedFnucleicFσcidFbσseFpσirsFσndF
microhydrσtedFnonmethylσtedFnucleicFσcidFbσseFpσirsFσreFfσvoredFoverFplσnσrFhydrogenSbondedF
structuresdFσFmoleculσrFdynσmicsFsimulσtionsFstudyTFChemistrydrdAdEuropeandJournalRF2001RFaRFXV]aSaZ

4.8 49

329 snterpretσtionFofFproteinUligσndFcrystσlFstructureFusingF…wUwwFcσlculσtionsdFcσseFofFrs”SWF
proteσseUmetσllσcσrborσneFcomplexTFJournaldofdPhysicaldChemistrydBRF2008RFWWXRFW[VcZSWVX 3.4 48

328 zotentiσlFenergyFσndFfreeFenergyFsurfσcesFofFtheFformicFσcidFdimerdFmorrelσtedFσbFinitioFcσlculσtionsF
σndFmoleculσrFdynσmicsFsimulσtionsTFPhysicaldChemistrydChemicaldPhysicsRF2002RFZRFXWWcSXWXX 3.6 48

327 “nrσvelingFtheF‘tructureSkffinityF†elσtionshipFbetweenFmucurbit·n−urilsFNnFgFaRFbOFσndFmσtionicF
niσmondoidsTFJournaldofdthedAmericandChemicaldSocietyRF2017RFWYcRFYXZcSYX[b 16.4 47

326
kccurσcyFofF‘everσlF•σveFpunctionFσndFnensityFpunctionσlF’heoryFwethodsFforFnescriptionFofF
xoncovσlentFsnterσctionFofF‘σturσtedFσndF“nsσturσtedFrydrocσrbonFnimersTFJournaldofdChemicald
TheorydanddComputationRF2012RFbRFXXbXScX

6.4 47

325
’heF‘…wUmy‘wyFfilterdFreliσbleFnσtiveFposeFidentificσtionFbσsedFonFtheFquσntumSmechσnicσlF
descriptionFofFproteinSligσndFinterσctionsFσndFimplicitFmy‘wyFsolvσtionTFChemicaldCommunicationsRF
2016RF[XRFYYWXS[

5.8 46

324 ’rσnsferσbleFscoringFfunctionFbσsedFonFsemiempiricσlFquσntumFmechσnicσlFzw]SnrXFmethoddF
mnuXFwithFW[FstructurσllyFdiverseFinhibitorsTFJournaldofdComputerrAideddMoleculardDesignRF2011RFX[RFXXYSY[4.2 46

323 ’heFoffectFofFrσlogenStoSrydrogenFlondF‘ubstitutionFonFrumσnFkldoseF†eductσseFsnhibitionTFACSd
ChemicaldBiologyRF2015RFWVRFW]YaSZX 4.9 45

322 oxtensionsFσndFσpplicσtionsFofFtheFkXZFdσtσFsetFofFσccurσteFinterσctionFenergiesTFPhysicaldChemistryd
ChemicaldPhysicsRF2015RFWaRFWcX]bSaa 3.6 44

321
lσlσnceFofFkttrσctionFσndF†epulsionFinFxucleicSkcidFlσseF‘tσckingdF
mm‘nN’OUmompleteSlσsisS‘etSvimitFmσlculσtionsFonF“rσcilFnimerFσndFσFmompσrisonFwithFtheF
porceSpieldFnescriptionTFJournaldofdChemicaldTheorydanddComputationRF2009RF[RFW[XZSZZ

6.4 44

320 olectronicFcouplingFinFtheFexcitedFelectronicFstσteFofFstσckedFnxkFbσseFhomodimersTFPhysicald
ChemistrydChemicaldPhysicsRF2007RFcRFW]aXS[ 3.6 44

319 zotentiσlSenergyFσndFfreeSenergyFsurfσcesFofFglycylSphenylσlσnylSσlσnineFNqpkOFtripeptidedF
experimentFσndFtheoryTFChemistrydrdAdEuropeandJournalRF2008RFWZRFZbb]Scb 4.8 44

318 ‘tσbilizσtionFofFtheFpurineTpurineTpyrimidineFnxkFbσseFtripletsFbyFdivσlentFmetσlFcσtionsTFJournaldofd
BiomoleculardStructuredanddDynamicsRF1998RFW]RFWYcSZY 3.6 44

317 rσlogenFbondsFinFcrystσlF’’pFderivσtivesdFσnFσbFinitioFquσntumFmechσnicσlFstudyTFPhysicaldChemistryd
ChemicaldPhysicsRF2014RFW]RFXVYbSZa 3.6 43
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316 ’heFmidSs†FspectrσFofFcSethylFguσnineRFguσnosineRFσndFXSdeoxyguσnosineTFJournaldofdPhysicald
ChemistrydARF2007RFWWWRFa[XcSY] 2.8 43

315 ‘tructureFσndFbindingFenergyFofFtheFphenolFdimerdFcorrelσtedFσbFinitioFcσlculσtionsFcompσredFwithF
resultsFfromFrotσtionσlFcoherenceFspectroscopyTFChemicaldPhysicsRF2002RFXbYRFYYWSYYc 2.3 43

314 …uσntumFwonteFmσrloFforFnoncovσlentFinterσctionsdFσnFefficientFprotocolFσttσiningFbenchmσrkF
σccurσcyTFPhysicaldChemistrydChemicaldPhysicsRF2014RFW]RFXVcW[SXY 3.6 42

313 rσlogenFbondedFcomplexesFbetweenFvolσtileFσnσestheticsFNchloroformRFhσlothσneRFenflurσneRF
isoflurσneOFσndFformσldehydedFσFtheoreticσlFstudyTFPhysicaldChemistrydChemicaldPhysicsRF2011RFWYRF[WV[SWY3.6 42

312 ynFtheFnσtureFofFstσbilizσtionFinFweσkRFmediumRFσndFstrongFchσrgeStrσnsferFcomplexesdF
mm‘nN’OUml‘FσndF‘kz’FcσlculσtionsTFJournaldofdPhysicaldChemistrydARF2011RFWW[RFcZXXSb 2.8 42

311
’heFσminoFgroupFinFσdeninedFwzXFσndFmm‘nN’OFcompleteFbσsisFsetFlimitFcσlculσtionsFofFtheF
plσnσrizσtionFbσrrierFσndFnp’UlYv—zFstudyFofFtheFσnhσrmonicFfrequenciesFofFσdenineTFJournaldofd
PhysicaldChemistrydBRF2008RFWWXRFW]aYZSZV

3.4 42

310 s†S“”FdoubleFresonσnceFspectroscopyFofFguσnineSrXyFclustersTFPhysicaldChemistrydChemicaldPhysicsRF
2005RFaRFYVW[SXV 3.6 42

309 ’heFsuperpositionFerrorFproblemdF’heFNrpOXFσndFNrXyOXFcomplexesFσtFtheF‘mpFσndFwzXFlevelsTF
ComputationaldanddTheoreticaldChemistryRF1986RFWYbRFYaaSYb[ 42

308 wσlonσteSbσsedFinhibitorsFofFmσmmσliσnFserineFrσcemσsedFkineticFchσrσcterizσtionFσndF
structureSbσsedFcomputσtionσlFstudyTFEuropeandJournaldofdMedicinaldChemistryRF2015RFbcRFWbcSca 6.8 41

307
zurinesFleσringFzhenσnthrolineForFlipyridineFvigσndsFσndF’heirF†ussFmomplexesFinFzositionFbFσsF
wodelFmompoundsFforFolectrochemicσlFnxkFvσbelingFâ��F‘ynthesisRFmrystσlF‘tructureRF
olectrochemistryRF…uσntumFmhemicσlFmσlculσtionsRFmytostσticFσndFkntivirσlFkctivityTFEuropeand
JournaldofdInorganicdChemistryRF2007RFXVVaRFWa[XSWa]c

2.3 41

306 noubleFzrotonF’rσnsferdFpromFtheFpormσmideFnimerFtoFtheF
kdenineTcntdotTTcntdotTTcntdotT’hymineFlσseFzσirTFThedJournaldofdPhysicaldChemistryRF1994RFcbRFZaZXSZaZa 41

305
…uσntumFmechσnicsSbσsedFscoringFrσtionσlizesFtheFirreversibleFinσctivσtionFofFpσrσsiticF
‘chistosomσFmσnsoniFcysteineFpeptidσseFbyFvinylFsulfoneFinhibitorsTFJournaldofdPhysicaldChemistrydBRF
2013RFWWaRFWZcaYSbX

3.4 40

304 wzXT–dFσFgenerσlizedFwzXT[FmethodFthσtFproducesFimprovedFbindingFenergiesFwithFsmσllerFbσsisF
setsTFPhysicaldChemistrydChemicaldPhysicsRF2011RFWYRFXWWXWS[ 3.6 40

303 mm‘n’FσndFmm‘nN’OFcσlculσtionsFonFmodelFrSbondedFσndFstσckedFcomplexesTFChemicaldPhysicsd
LettersRF2004RFYcVRFZc]SZcc 2.5 40

302 xSr´•F´•F´•pFimproperFblueSshiftingFrSbondTFInternationaldJournaldofdQuantumdChemistryRF2002RFcVRFWVaWSWVaZ2.1 40

301
•hyFisFtheFxWâ��rFstretchFvibrσtionFfrequencyFofFguσnineFshiftedFuponFdimerizσtionFtoFtheFredFσndF
theFσminoFxâ��rFstretchFvibrσtionFfrequencyFtoFtheFblueiTFPhysicaldChemistrydChemicaldPhysicsRF2003RF
[RFWXcVSWXcZ

3.6 40

300
snterσctionsFofFhydrσtedFssσFσndFssbFgroupFmetσlFcσtionsFwithFthioguσnineScytosineFnxkFbσseFpσirdF
kbFinitioFσndFdensityFfunctionσlFtheoryFinvestigσtionFofFpolσrizσtionFeffectsRFdifferencesFσmongF
cσtionsRFσndFflexibilityFofFtheFcσtionFhydrσtionFshellTFJournaldofdBiomoleculardStructuredanddDynamicsRF
1999RFWaRF]WSaa

3.6 40

299 ”σnFderF•σσlsFsystemsdFwoleculσrForbitσlsRFphysicσlFpropertiesRFthermodynσmicsFofFformσtionFσndF
reσctivityTFTopicsdindCurrentdChemistryRF1980RF[YScV 40
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298 ‘electiveFbindingFofFcholineFbyFσFphosphσteScoordinσtionSbσsedFtripleFhelicσteFfeσturingFσnF
σromσticFboxTFNaturedCommunicationsRF2017RFbRFcYb 17.4 39

297
snsightsFintoF‘tσbilityFσndFpoldingFofFqx†kFσndF“xmqF’etrσloopsF†eveσledFbyFwicrosecondF
woleculσrFnynσmicsFσndF•ellS’emperedFwetσdynσmicsTFJournaldofdChemicaldTheorydandd
ComputationRF2015RFWWRFYb]]Saa

6.4 39

296 …wUwwFcσlculσtionsFreveσlFtheFdifferentFnσtureFofFtheFinterσctionFofFtwoFcσrborσneSbσsedF
sulfσmideFinhibitorsFofFhumσnFcσrbonicFσnhydrσseFssTFJournaldofdPhysicaldChemistrydBRF2013RFWWaRFW]Vc]SWVZ3.4 39

295
’heoreticσlFcσlculσtionFofFtheFxw†FspinSspinFcouplingFconstσntsFσndFtheFxw†FshiftsFσllowF
distinguishσbilityFbetweenFtheFspecificFdirectFσndFtheFwσterSmediσtedFbindingFofFσFdivσlentFmetσlF
cσtionFtoFguσnineTFJournaldofdthedAmericandChemicaldSocietyRF2004RFWX]RF]]YSaX

16.4 39

294 kreFtheFhydrogenFbondsFofF†xkFNk“OFstrongerFthσnFthoseFofFnxkFNk’OiFkFquσntumFmechσnicsF
studyTFChemistrydrdAdEuropeandJournalRF2005RFWWRF[V]XS] 4.8 39

293 snterσctionFofFqrσpheneFσndFkrenesFwithFxobleFwetσlsTFJournaldofdPhysicaldChemistrydCRF2012RFWW]RFWZW[WSWZW]X3.8 38

292 xonSstσndσrdFbσseFpσiringFσndFstσckedFstructuresFinFmethylFxσnthineFclustersTFPhysicaldChemistryd
ChemicaldPhysicsRF2008RFWVRFXbWcSX] 3.6 38

291 ’hermodynσmicFchσrσcteristicsFforFtheFformσtionFofFrSbondedFnxkFbσseFpσirsTFChemicaldPhysicsd
LettersRF1996RFX]WRFYacSYbZ 2.5 38

290 ynFtheFnσtureFofFtheFstσbilizσtionFofFbenzene´•´•´•dihσlogenFσndFbenzene´•´•´•dinitrogenFcomplexesdF
mm‘nN’OUml‘FσndFnp’S‘kz’FcσlculσtionsTFChemPhysChemRF2011RFWXRFYX[YS]W 3.2 37

289
nimersFofFrσreFgσsFσtomsdFmm‘nN’ORFmm‘n’FσndFpmsFcσlculσtionsFonFtheFNreOXFdimerRFmm‘nN’OFσndF
mm‘n’FcσlculσtionsFonFtheFNxeOXFdimerRFσndFmm‘nN’OFσllSelectronFσndFpseudopotentiσlFcσlculσtionsF
onFtheFdimersFfromFNxeOXFthroughFN–eOXTFMoleculardPhysicsRF1996RFbcRFZX[SZYX

1.7 37

288 ‘equenceFdependentFintrinsicFdeformσbilityFofFtheFnxkFbσseFσminoFgroupsTFknFσbFinitioFquσntumF
chemicσlFσnσlysisTFComputationaldanddTheoreticaldChemistryRF1994RFYVZRFY[SZV 37

287 mompetitionFbetweenFrσlogenRFrydrogenFσndFnihydrogenFlondingFinFlrominσtedFmσrborσnesTF
ChemPhysChemRF2016RFWaRFYYaYSYYa] 3.2 37

286
rydrogenSbondedFcomplexesFofFphenylσcetyleneFwithFwσterRFmethσnolRFσmmoniσRFσndF
methylσmineTF’heForiginFofFmethylFgroupSinducedFhydrogenFbondFswitchingTFJournaldofdPhysicald
ChemistrydARF2009RFWWYRF]]XVS[

2.8 36

285 lenzeneFnimerdFnynσmicF‘tructureFσndF’hermodynσmicsFnerivedFfromFynStheSplyFσbFinitioFnp’SnF
woleculσrFnynσmicF‘imulσtionsTFJournaldofdChemicaldTheorydanddComputationRF2008RFZRFWbY[SZV 6.4 36

284 snterσctionFofFheteroborσnesFwithFbiomoleculesTFzσrtFXTF’heFeffectFofFvσriousFmetσlFverticesFσndF
exoSsubstitutionsTFPhysicaldChemistrydChemicaldPhysicsRF2007RFcRFXVb[ScY 3.6 36

283 kccurσteFtheoreticσlFdeterminσtionFofFtheFstructureFofFσromσticFcomplexesFisFcomplicσteddFtheF
phenolFdimerFσndFphenolTTTmethσnolFcσsesTFJournaldofdPhysicaldChemistrydARF2007RFWWWRF[b[WSZ 2.8 36

282
klreσdyFtwoFwσterFmoleculesFchσngeFplσnσrFrSbondedFstructuresFofFtheFσdenine´•´•´•thymineFbσseF
pσirFtoFtheFstσckedFonesdFσFmoleculσrFdynσmicsFsimulσtionsFstudyTFPhysicaldChemistrydChemicald
PhysicsRF2000RFXRFZcV]SZcVc

3.6 36

281 ’heFstructuresFofFvixmRFxσxmRFσndFuxmdFzotentiσlFenergyFsurfσceFforFtheForbitingFmotionFofFtheF
metσlFcσtionFσroundFtheFmxFgroupTFJournaldofdComputationaldChemistryRF1994RFW[RFYXXSYYX 3.5 36
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280
kbFsnitioF…uσntumFwechσnicσlFnescriptionFofFxoncovσlentFsnterσctionsFσtFstsFvimitsdFkpproσchingF
theFoxperimentσlFnissociσtionFonergyFofFtheFrpFnimerTFJournaldofdChemicaldTheorydanddComputationRF
2014RFWVRFYV]]SaY

6.4 35

279 ynFtheFroleFofFvondonFdispersionFforcesFinFbiomoleculσrFstructureFdeterminσtionTFJournaldofd
PhysicaldChemistrydBRF2011RFWW[RFbVYbSZ] 3.4 35

278 ‘timuliS†esponsiveFxσnopσrticlesFlσsedFonFsnterσctionFofFwetσllσcσrborσneFwithFzolyNethyleneF
oxideOTFMacromoleculesRF2009RFZXRFZbXcSZbYa 5.5 35

277 kdsorptionFofFσromσticFhydrocσrbonsFσndFozoneFσtFenvironmentσlFσqueousFsurfσcesTFJournaldofd
PhysicaldChemistrydARF2008RFWWXRFZcZXS[V 2.8 35

276
kbilityFofFempiricσlFpotentiσlsFNkwlo†RFmrk†wwRFm”ppRFyzv‘RFzoltevOFσndFsemiSempiricσlFquσntumF
chemicσlFmethodsFNkwWRFwxnyUwRFzwYOFtoFdescribeFrSbondingFinFnxkFbσseFpσirseFcompσrisonFwithF
σbFinitioFresultsTFChemicaldPhysicsdLettersRF1996RFX[aRFYWSY[

2.5 35

275
qroundFstσteFpotentiσlFsurfσceFforFvσnFderF•σσlsFcomplexesdFkbFinitioFsecondSorderF
woUllerâ��zlessetFstudyFonFbenzeneTTTxXFvσnFderF•σσlsFmoleculeTFJournaldofdChemicaldPhysicsRF1993RF
cbRF]XXYS]XX]

3.9 35

274 ’heFdimerFNrmlOXdF‘tσtionσryFpointsFonFtheF‘mpFZSYWqFenergyFhypersurfσceFσndFtheFroleFofFentropyF
inFtheFdimerFformσtionTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF1979RFZZRFYZ[bSYZ]Y 35

273 kdsorptionFofFyrgσnicFwoleculesFtoFvσnFderF•σσlsFwσteriσlsdFmompσrisonFofFpluorogrσpheneFσndF
pluorogrσphiteFwithFqrσpheneFσndFqrσphiteTFJournaldofdChemicaldTheorydanddComputationRF2017RFWYRFWYXbSWYZV6.4 34

272 mhσlcogenFσndFpnicogenFbondsFinFcomplexesFofFneutrσlFicosσhedrσlFσndFbicσppedF
squσreSσntiprismσticFheteroborσnesTFJournaldofdPhysicaldChemistrydARF2015RFWWcRFWYbbSc[ 2.8 34

271 ssolσtedFgrσmicidinFpeptidesFprobedFbyFs†FspectroscopyTFChemPhysChemRF2011RFWXRFWbW]SXW 3.2 34
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178 mhσrσcteristicsFofFσFˇ�SroleFσndFtheFxσtureFofFσFrσlogenFlondTFTopicsdindCurrentdChemistryRF2015RF
Y[cRFWSX[ 17

177 ’heFperformσnceFofFwzXT[FσndFwzXT–FmethodsFforFnonequilibriumFgeometriesFofFmoleculσrF
complexesTFPhysicaldChemistrydChemicaldPhysicsRF2012RFWZRFWYWbaScY 3.6 17

176 nifferencesFinFtheFsublimσtionFenergyFofFbenzeneFσndFhexσhσlogenbenzenesFσreFcσusedFbyF
dispersionFenergyTFJournaldofdPhysicaldChemistrydARF2013RFWWaRFZYYWSa 2.8 17

175 ’heFbσrrierFtoFinternσlFrotσtionFσndFelectronicFeffectsFinFpσrσShσlogenophenolsdFtheoreticσlFstudyTF
ChemicaldPhysicsdLettersRF2004RFYb]RFc[SWVV 2.5 17

174
ssomorphousF‘ubstitutionFofF‘iFforFklRFqσRFpeRFsnFσndFlFinFwoleculσrF‘ievesFofFwpsF‘tructureTFkF
…uσntumFmhemicσlRFkmmoniσFnesorptionFσndFmσtσlyticFkctivityF‘tudyFofFprσmeworkF‘iSyrSwFkcidF
‘iteF‘trengthTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF1993RF[bRFXZaZSXZbb

17

173 †eσctionsFbetweenFrQYFσndFrσreFgσsFσtomsTFChemicaldPhysicsdLettersRF1993RFXVbRFZcaS[VX 2.5 17

(1993-1985)
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172 zotentiσlFenergyFsurfσceFofFtheFNrXOXFdimerdFσnFwzXFstudyTFTheoreticadChimicadActaRF1988RFaYRFXVWSXV] 17

171 rpSmlpdFminimσFonFtheFZSYWqFσndFZSYWqPFenergyFhypersurfσcesFσndFthermodynσmicsFofFformσtionTF
ChemicaldPhysicsdLettersRF1981RFbXRFZ]cSZaX 2.5 17

170 znictogenFbondingFinFpyrσzineâ�¢zn–FNznFgFzRFksRF‘bFσndF–FgFpRFmlRFlrOFcomplexesTFJournaldofdMoleculard
ModelingRF2017RFXYRFYXb 2 16

169
†epresentσtiveFkminoFkcidF‘ideSmhσinFsnterσctionsFinFzroteinSnxkFmomplexesdFkFmompσrisonFofF
righlyFkccurσteFmorrelσtedFkbFsnitioF…uσntumFwechσnicσlFmσlculσtionsFσndFofficientFkpproσchesF
forFkpplicσtionsFtoFvσrgeF‘ystemsTFJournaldofdChemicaldTheorydanddComputationRF2015RFWWRFZVb]ScX

6.4 16

168 ‘tσbilityFofFnucleicFσcidFbσseFpσirsFinForgσnicFsolventsdFmoleculσrFdynσmicsRFmoleculσrF
dynσmicsUquenchingRFσndFcorrelσtedFσbFinitioFstudyTFJournaldofdPhysicaldChemistrydBRF2007RFWWWRFX[cWS]Vc3.4 16

167 xewFpσrσmeterizσtionFofFtheFmornellFetFσlTFempiricσlFforceFfieldFcoveringFσminoFgroupFnonplσnσrityF
inFnucleicFσcidFbσsesTFJournaldofdComputationaldChemistryRF2003RFXZRFWbcWScVW 3.5 16

166 kdenineiXRZSdifluorotolueneFNmodifiedFbσseOFpσirdFpotentiσlFσndFfreeSenergyFsurfσcesTFChemicald
PhysicsdLettersRF1999RFYWYRFYcYSYcb 2.5 16

165 kFmoleculσrFdynσmicsFstudyFofFtheFbenzeneâ�ƒkrXFcomplexTFkpplicσtionFofFtheFnonempiricσlFσbFinitioF
σndFempiricσlFvennσrdStonesF]â��WXFpotentiσlsTFChemicaldPhysicsdLettersRF1994RFXXVRFb[ScX 2.5 16

164 ”σnFderF•σσlsFmoleculesdF…uσntumFchemistryRFphysicσlFpropertiesRFσndFreσctivityTFInternationald
JournaldofdQuantumdChemistryRF1983RFXYRFYX[SYYb 2.1 16

163 xoncovσlentFsnterσctionsFinF‘pecificF†ecognitionFwotifsFofFzroteinSnxkFmomplexesTFJournaldofd
ChemicaldTheorydanddComputationRF2017RFWYRFbaaSbb[ 6.4 15

162 kFcompσrisonFofFσbFinitioFquσntumSmechσnicσlFσndFexperimentσlFnVFbindingFenergiesFofFelevenF
rSbondedFσndFelevenFdispersionSboundFcomplexesTFPhysicaldChemistrydChemicaldPhysicsRF2015RFWaRFX]]Z[S[X3.6 15

161 ovσluσtionFofFcompositeFschemesFforFmm‘n’N…OFcσlculσtionsFofFinterσctionFenergiesFofFnoncovσlentF
complexesTFPhysicaldChemistrydChemicaldPhysicsRF2014RFW]RFWcWW[SXW 3.6 15

160 ovσluσtionFofFtheFperformσnceFofFpostSrσrtreeSpockFmethodsFinFtermsFofFintermoleculσrFdistσnceFinF
noncovσlentFcomplexesTFJournaldofdComputationaldChemistryRF2012RFYYRF]cWSZ 3.5 15

159
mσrborσneSbσsedFcσrbonicFσnhydrσseFinhibitorsdFinsightFintoFmkssUmks–FspecificityFfromFσF
highSresolutionFcrystσlFstructureRFmodelingRFσndFquσntumFchemicσlFcσlculσtionsTFBioMeddResearchd
InternationalRF2014RFXVWZRFYbcb]c

3 15

158 qlycineFinFσnFelectronicσllyFexcitedFstσtedFσbFinitioFelectronicFstructureFσndFdynσmicσlFcσlculσtionsTF
JournaldofdPhysicaldChemistrydARF2007RFWWWRF[X[cS]c 2.8 15

157 snterσctionsFofFnxkFlσsesFσndFtheF‘tructureFofFnxkdFkFxonempiricσlFkbFsnitioF‘tudyFwithFsnclusionF
ofFolectronFmorrelσtionTFComputationaldChemistrydrdReviewsdofdCurrentdTrendsRF1996RFWb[SXWb 15

156 snnYbbFzolyhσlogenσtedFnerivσtivesFσsFzrobesFforFσnFsmprovedF‘tructureSlσsedF‘electivityFofF
ku†WlWVFsnhibitorsTFACSdChemicaldBiologyRF2016RFWWRFX]cYSXaV[ 4.9 15

155 quσnineSσspσrticFσcidFinterσctionsFprobedFwithFs†S“”FresonσnceFspectroscopyTFPhysicaldChemistryd
ChemicaldPhysicsRF2010RFWXRFY[caS]V[ 3.6 14
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154 ’heFphotodynσmicsFofFXRZSdiσminopyrimidineFinFcompσrisonFwithFZSσminopyrimidinedF’heFeffectFofF
σminoSsubstitutionTFChemicaldPhysicsdLettersRF2010RFZcaRFWXcSWYZ 2.5 14

153 kFnp’SnFinvestigσtionFofFtheFmechσnismsFforFσctivσtionFofFtheFwildStypeFσndF‘bWVvFmutσtedF
minerσlocorticoidFreceptorFbyFsteroidFhormonesTFJournaldofdPhysicaldChemistrydBRF2008RFWWXRFYW[aS]Y 3.4 14

152 ’heFeffectFofFwσterFonFxw†Fspinâ��spinFcouplingsFinFnxkdFsmprovementFofFcσlculσtedFvσluesFbyF
σpplicσtionFofFtwoFsolventFmodelsTFPhysicaldChemistrydChemicaldPhysicsRF2003RF[RFaYZ 3.6 14

151 wethylσtedFurσcilFdimersdFpotentiσlFenergyFσndFfreeFenergyFsurfσcesTFPhysicaldChemistrydChemicald
PhysicsRF2000RFXRFXZWcSXZXZ 3.6 14

150 ’heFmethylσtionFeffectFinFσmineTTTrpFhydrogenSbondedFsystemsTF…uσntumFchemicσlFσndFstσtisticσlF
thermodynσmicFstudyTFThedJournaldofdPhysicaldChemistryRF1984RFbbRF[cXYS[cXa 14

149 olectronicFstructureFofFestσblishedFσndFpotentiσlFoxidizingFσgentsFinFbiologicσlFsystemsTFJournaldofd
TheoreticaldBiologyRF1977RF]]RFZ]WSaZ 2.3 14

148 ynFtheFnσtureFofFunusuσlFintensityFchσngesFinFtheFinfrσredFspectrσFofFtheFenflurσne´•´•´•σcetoneF
complexesTFPhysicaldChemistrydChemicaldPhysicsRF2013RFW[RF]VVWSa 3.6 13

147 kdenineFribbonFstσbilizedFbyF•σtsonSmrickFσndFroogsteenFhydrogenFbondsdF•p’FσndFnp’FstudyTF
PhysicaldChemistrydChemicaldPhysicsRF2010RFWXRFXbbbScZ 3.6 13

146 wicrohydrσtionFofFguσnineTTTcytosineFbσseFpσirsRFσFtheoreticσlF‘tudyFonFtheFroleFofFwσterFinFstσbilityRF
structureFσndFtσutomericFequilibriumTFPhysicaldChemistrydChemicaldPhysicsRF2009RFWWRFYZYVS[ 3.6 13

145 momputσtionσlFkpproσchesFtoFtheF‘tudiesFofFtheFsnterσctionsFofFxucleicFkcidFlσsesTFTheoreticaldandd
ComputationaldChemistryRF1999RFb[SWWa 13

144 ’heF‘tructureSlσsedFnesignFofF‘k†‘Smo”SXFnspWZFwethyltrσnsferσseFvigσndsF—ieldsFxσnomolσrF
snhibitorsTFACSdInfectiousdDiseasesRF2021RFaRFXXWZSXXXV 5.5 13

143 ’heFstructureFσndFvibrσtionσlFdynσmicsFofFtheFpyrroleFdimerTFPhysicaldChemistrydChemicaldPhysicsRF
2009RFWWRFYbb[ScW 3.6 12

142 qσsSzhσseF‘olvσtionFofFlenzeneFbyFXSbFkrgonFktomsTFkFwoleculσrFnynσmicsF‘tudyFwithFσbFsnitioF
sntermoleculσrFzotentiσlTFThedJournaldofdPhysicaldChemistryRF1995RFccRFWaVbbSWaVcX 12

141 •eσkFintermoleculσrFinterσctionsdF‘tσticsFσndFdynσmicsTFInternationaldJournaldofdQuantumdChemistry
RF1986RFXcRF]]YS]a] 2.1 12

140 zmsvyFmσlculσtionsFonFâ��trueâ��FvσnFderF•σσlsFcomplexesTFInternationaldJournaldofdQuantumdChemistryRF
1979RFW[RFaYSbW 2.1 12

139 …uσntumFchemicσlFstudyFofFpropertiesFσndFreσctivityFofFquσrtzFdustTFsTFolectronicFstructureFofF
σlphσSquσrtzTFEnvironmentaldResearchRF1978RFW[RFZYXSZX 7.9 12

138 kbFinitioFσndFnp’FstudiesFofFtheFinterσctionFbetweenFcσrbonylFσndFthiocσrbonylFgroupsdFtheFroleFofF
‘´•´•´•yFchσlcogenFbondsTFTheoreticaldChemistrydAccountsRF2016RFWY[RFW 1.9 12

137 ‘ixFchσlcogenFbondedFcomplexesFofFcσrbonFdisulfideFwithFdiσzinesTF’heoreticσlFstudyTFChemicald
PhysicsRF2018RF[VVRFYaSZZ 2.3 12

(2018-2010)

23



136 ‘tructurσlFlσsisFofFtheFsnterσctionFofFmyclinSnependentFuinσseFXFwithF†oscovitineFσndFstsFknσloguesF
rσvingFlioisostericFmentrσlFreterocyclesTFChemPhysChemRF2017RFWbRFab[Sac[ 3.2 11

135 snfluenceFofFhydrophobicFresiduesFonFtheFbindingFofFml·a−FtowσrdFdiσmmoniumFionsFofFcommonF
σmmonium´•´•´•σmmoniumFdistσnceTFOrganicdanddBiomoleculardChemistryRF2015RFWYRF]XZcS[Z 3.9 11

134 lσsisF‘etFnependenceFofFsnterσctionFonergiesFmomputedF“singFmompositeFzostSwzXFwethodsTF
JournaldofdChemicaldTheorydanddComputationRF2013RFcRFYYVSa 6.4 11

133 mhσpterFaTFkccurσteFσbFinitioFcσlculσtionsFonFlσrgeFvσnFderF•σσlsFclustersTFAnnualdReportsdondthed
ProgressdofdChemistrydSectiondCRF1997RFcYRFX[a 11

132 Nr–OXFspeciesFN–gpFthroughFktOFinFtheFgroupsFofFtheFperiodicFsystemddFwzXFσndFmm‘nN’OFσbFinitioF
quσntumFchemicσlFcσlculσtionsTFChemicaldPhysicsdLettersRF1998RFXbbRFXVSXZ 2.5 11

131 nimerizσtionFofFhomonucleσrFbiσtomicFmoleculesTFCollectiondofdCzechoslovakdChemicald
CommunicationsRF1974RFYcRFXXbSXY[ 11

130 offectFofFcorrelσtionFenergyFonFtheFstσbilityFofFclσssicσlFσndFnonclσssicσlFstructuresFofFprotonσtedF
benzeneTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF1978RFZYRFYVXVSYVXY 11

129 wutσtionsFσtFhypotheticσlFbindingFsiteFXFinFinsulinFσndFinsulinSlikeFgrowthFfσctorsFWFσndFXFresultFinF
receptorSFσndFhormoneSspecificFresponsesTFJournaldofdBiologicaldChemistryRF2019RFXcZRFWaYaWSWaYbX 5.4 10

128 xewFsnsightFintoFtheFxσtureFofFlondingFinFtheFnimersFofFvσppertMsF‘tσnnyleneFσndFstsFqeFknσlogsdFkF
…uσntumFwechσnicσlF‘tudyTFJournaldofdChemicaldTheorydanddComputationRF2016RFWXRFW]c]SaVZ 6.4 10

127
’heFnonSplσnσrityFofFtheFbenzeneFmoleculeFinFtheF–SrσyFstructureFofFtheFchelσtedFbismuthNsssOF
heteroboroxineFcomplexFisFnotFsupportedFbyFquσntumFmechσnicσlFcσlculσtionsTFDaltondTransactionsRF
2016RFZ[RFZ]XS[

4.3 10

126 ‘electiveFinducedFpolσrizσtionFthroughFelectronFtrσnsferFinFσcetoneFσndFpyrσzoleFesterFderivσtivesF
viσFmâ��riymFinterσctionTFNewdJournaldofdChemistryRF2014RFYbRFZbb[SZbcX 3.6 10

125 ’heoreticσlFinsightFintoFtheFstσbilizσtionFofFtriσzoleFfungicidesFviσFtheirFinterσctionsFwithFdicσtionsTF
InternationaldJournaldofdMassdSpectrometryRF2014RFY[cRFYbSZY 1.9 10

124 zhotodynσmicsFofFtheFσdenineFmodelFZSσminopyrimidineFembeddedFwithinFdoubleFstrσndFofFnxkTF
CollectiondofdCzechoslovakdChemicaldCommunicationsRF2011RFa]RF]YWS]ZY 10

123
’heFσbFinitioFσssigningFofFtheFvibrσtionσlFprobingFmodesFofFtryptophσndFlineσrFshiftingFofF
σpproximσteFσnhσrmonicFfrequenciesFvsTFmultiplicσtiveFscσlingFofFhσrmonicFfrequenciesTFPhysicald
ChemistrydChemicaldPhysicsRF2009RFWWRFYcXWS]

3.6 10

122 kssigningFtheFxrFstretchesFofFtheFguσnineFtσutomersFusingFσdiσbσticFsepσrσtiondFmm‘nN’OF
benchmσrkFcσlculσtionsTFJournaldofdPhysicaldChemistrydARF2008RFWWXRFWb[ZS] 2.8 10

121 kpplicσtionFofFlerlinMsF’heoremFtoFlondSvengthFmhσngesFinFssolσtedFwoleculesFσndF†edSFσndF
llueS‘hiftingFrSlondedFmlustersTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF2008RFaYRFb]XSbaX 10

120
mσtionâ��ˇ�FcomplexesFbetweenFσlkσliFmetσlFcσtionFσndFpσrσFShσlogenophenolsTF‘tructuresRFbindingF
energiesFσndFthermodynσmicFpropertiesdFnp’FstudyFσndFmm‘nN’OFcompleteFbσsisFsetFlimitF
cσlculσtionsTFMoleculardPhysicsRF2006RFWVZRFXYWaSXYX[

1.7 10

119
snfluenceFofFlocσlFelectricFfieldsFonFtheFpropertiesFσndFreσctivityFofFhydrogenFbondsTFmomplexesF
betweenFmoleculσrFhydrogenFfluorideFσndFmoleculσrFhydrogenFchlorideFσndFwFNwFgFviQRFxσQRF
wgXQOTFThedJournaldofdPhysicaldChemistryRF1983RFbaRF[aYS[ab

10
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118 qroundFstσteFofFtheFpeNiiOSporphyrinFmodelFsystemFcorrespondsFtoFquintetdFσFnp’FσndFnw†qSbσsedF
tσiloredFmmFstudyTFPhysicaldChemistrydChemicaldPhysicsRF2020RFXXRFWaVYYSWaVYa 3.6 10

117 ’heFoxistenceFofFσFxShmFnσtiveFlondFinFtheFmFSziperidineFmomplexTFAngewandtedChemiedrd
InternationaldEditionRF2021RF]VRFWcZXSWc[V 16.4 10

116 lσseF‘tσckingFσndFlσseFzσiringF2006RFYZYSYbb 10

115 smpressiveFonrichmentFofF‘emiempiricσlF…uσntumFwechσnicsSlσsedF‘coringFpunctiondFr‘zcVF
zroteinFwithFZ[ZWFsnhibitorsFσndFnecoysTFChemPhysChemRF2019RFXVRFXa[cSXa]] 3.2 9

114
righlyFcorrelσtedFcσlculσtionsFusingFoptimizedFvirtuσlForbitσlFspσceFwithFcontrolledFσccurσcyTF
kpplicσtionFtoFcounterpoiseFcorrectedFinterσctionFenergyFcσlculσtionsTFInternationaldJournaldofd
QuantumdChemistryRF2012RFWWXRFcZbSc[c

2.1 9

113 ’heoreticσlFstudyFofFphotoσcidityFofFrmxdFtheFeffectFofFcomplexσtionFwithFwσterTFPhysicaldChemistryd
ChemicaldPhysicsRF2006RFbRFZb]]SaY 3.6 9

112
rowFtheFstσbilizσtionFofFsxuZFtumorFsuppressorFYnFstructureFevσluσtedFbyFquσntumFchemicσlFσndF
moleculσrFmechσnicsFcσlculσtionsFcorrespondsFwellFwithFexperimentσlFresultsdFinterplσyFofF
σssociσtionFenthσlpyRFentropyRFσndFsolvσtionFeffectsTFJournaldofdPhysicaldChemistrydBRF2006RFWWVRFZZXYSc

3.4 9

111 kromσticFlσseF‘tσckingFinFnxkdFpromFσbFinitioFmσlculσtionsFtoFwoleculσrFnynσmicsF‘imulσtionsTF
JournaldofdBiomoleculardStructuredanddDynamicsRF2000RFWaF‘upplFWRFWSXZ 3.6 9

110 kbFinitioFstudyFonFtheFmethσnolSwσterFcσtionFrσdicσlFpotentiσlFenergyFsurfσceTFTheoreticadChimicad
ActaRF1993RFbaRFcaSWV[ 9

109 kFquσntumFchemicσlFstudyFofFtheFeffectFofFxσQFonFtheFhydrogenFbondsFinFtheFσdenineSthymineF
bσseSpσirTFBiophysicaldChemistryRF1984RFWcRFXVWSc 3.5 9

108 yriginFofFhighFefficiencyFσndFspecificityFofFbiochemicσlFreσctionsTFInternationaldJournaldofdQuantumd
ChemistryRF1984RFX]RFb[aSbaX 2.1 9

107 mlustersFofFhydrogenFmoleculesdFkbFinitioF‘mpFcσlculσtionsFcorrectedFsemiempiricσllyFforFcorrelσtionF
energiesTFTheoreticadChimicadActaRF1979RF[YRFWSa 9

106 “nderstσndingFtheFspinSdependentFelectronicFpropertiesFofFsymmetricσllyFfσrSedgeFdopedFzigzσgF
grσpheneFnσnoribbonFfromFσFfirstFprinciplesFstudyTFRSCdAdvancesRF2017RFaRFZ]]VZSZ]]WZ 3.7 8

105
‘tructureFσndFenergeticsFofFtheFσnisoleSkrNnOFNnFgFWRFXRFYOFcomplexesdFhighSresolutionFresonσntF
twoSphotonFσndFthresholdFionizσtionFexperimentsRFσndFquσntumFchemicσlFcσlculσtionsTFPhysicald
ChemistrydChemicaldPhysicsRF2015RFWaRFWX[YVSa

3.6 8

104 vσrgeS‘cσleF…uσntitσtiveFkssessmentFofFlindingFzreferencesFinFzroteinSxucleicFkcidFmomplexesTF
JournaldofdChemicaldTheorydanddComputationRF2015RFWWRFWcYcSZb 6.4 8

103
smidσzo·WRXSc−pyrimidinS[N]rOSoneFσsFσFnovelFcoreFofFcyclinSdependentFkinσseFXFinhibitorsdF
‘ynthesisRFσctivityFmeσsurementRFdockingRFσndFquσntumFmechσnicσlFscoringTFJournaldofdMoleculard
RecognitionRF2018RFYWRFeXaXV

2.6 8

102 ’heFnσtureFofFbondingFσndFelectronicFpropertiesFofFgrσpheneFσndFbenzeneFwithFiridiumFσdσtomsTF
PhysicaldChemistrydChemicaldPhysicsRF2014RFW]RFXVbWbSXa 3.6 8

101
ynFtheFkssociσtionFofFtheFlσseFzσirsFonFtheF‘ilicσF‘urfσceFlσsedFonFpreeFonergyFliσsedFwoleculσrF
nynσmicsF‘imulσtionFσndF…uσntumFwechσnicσlFmσlculσtionsTFJournaldofdPhysicaldChemistrydCRF2013RF
WWaRFWWV]]SWWVa[

3.8 8

(2013-2020)
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100 zropertiesFσndF†eσctivityFinFqroupsFofFtheFzeriodicF‘ystemdFFsonâ��woleculeF†eσctionsFr–FQFr–â�¢QFN–FgF
pRFmlRFlrRFsRFktOTFJournaldofdPhysicaldChemistrydARF1997RFWVWRFWWYZSWWYc 2.8 8

99 ‘tructureFσndFdynσmicsFofFtheFphenolâ��wσterâ��σrgonFcσtionFrσdicσlTFChemicaldPhysicsRF1998RFXYcRFZWaSZXb 2.3 8

98
‘tructureRFenergeticsRFvibrσtionσlFfrequenciesFσndFchσrgeFtrσnsferFofFbσseFpσirsRFnucleosideFpσirsRF
nucleotideFpσirsFσndFlSnxkFpσirsFofFtrinucleotidesdFσbFinitioFrpUwsxsSWFσndFempiricσlFforceFfieldF
studyTFJournaldofdBiomoleculardStructuredanddDynamicsRF2000RFWaRFWVaaSb]

3.6 8

97 xucleσrFnynσmicsFofFlenzene´•´•´•NkrOnFmlustersTFJournaldofdPhysicaldChemistrydARF1998RFWVXRFbX]bSbXab 2.8 8

96 ’heFmyXirpFcomplexdFkFtheoreticσlFstudyFNZâ��YWqRF]â��YWqPFQFdispersionFenergyOFofFtheFstσtionσryF
pointsFσndFthermodynσmicsFofFformσtionTFComputationaldanddTheoreticaldChemistryRF1981RFb[RFXZWSXZa 8

95 ’heFroleFofFtheFˇ�SholesFinFstσbilityFofFnonSbondedFchσlcogenidebenzeneFinterσctionsdFtheFgroundF
σndFexcitedFstσtesTFPhysicaldChemistrydChemicaldPhysicsRF2017RFXVRFXccSYV] 3.6 8

94 knFssolσtedFwoleculeFofFsronNssOFzhthσlocyσninFoxhibitsF…uintetFqroundS‘tσtedFkFxexusFbetweenF
’heoryFσndFoxperimentTFChemistrydrdAdEuropeandJournalRF2018RFXZRFWYZWYSWYZWa 4.8 7

93 yffSmenterFqσussiσnFpunctionsRFσnFklternσtiveFktomicFyrbitσlFlσsisF‘etFforFkccurσteFxoncovσlentF
snterσctionFmσlculσtionsFofFvσrgeF‘ystemsTFJournaldofdChemicaldTheorydanddComputationRF2013RFcRF[Xc]SYVZ6.4 7

92
ynFtheFreliσbilityFofFtheFcorrectedFsemiempiricσlFquσntumFchemicσlFmethodFNzw]SnrXOFforF
σssigningFtheFprotonσtionFstσtesFinFrs”SWFproteσseUinhibitorFcomplexesTFCollectiondofdCzechoslovakd
ChemicaldCommunicationsRF2011RFa]RFZ[aSZac

7

91 rSlondingFmooperσtivityFoffectsFinFkmyloidsdF…uσntumFwechσnicσlFσndFwoleculσrFwechσnicsF‘tudyTF
ZeitschriftdFurdPhysikalischedChemieRF2011RFXX[RF[[YS[aZ 3.1 7

90
xonempiricσlFcσlculσtionsFonFhydrogenSbondedFσndFstσckedFstructuresFofF
pSbenzoquinoneâ��hydroquinoneFpyridineâ��pyrroleFσndFpyridineSphenolFcomplexesTFComputationald
anddTheoreticaldChemistryRF1987RFW[XRFWWSWb

7

89 ’heoreticσlFσndFexperimentσlFstudiesFofFbiologicσllyFimportσntFhydrogenFbondsTFComputationaldandd
TheoreticaldChemistryRF1984RFWVaRFX[WSX[] 7

88 †oleFofFentropyFinFformσtionFofFvσnFderF•σσlsFcomplexesTFInternationaldJournaldofdQuantumd
ChemistryRF1979RFW]RFX[aSX]V 2.1 7

87 ‘eσrchFforFsimplifiedFprocedureFforFtheFevσluσtionFofFtheFqibbsFfreeFenergyFofFhydrogenSbondF
formσtionTFThedJournaldofdPhysicaldChemistryRF1983RFbaRFX]VbSX]WZ 7

86 kFtheoreticσlFstudyFonFσcetyleneFdimerRFσcetyleneSsStetrσzineFσndFσcetyleneSbenzeneFσssociσtesTF
CollectiondofdCzechoslovakdChemicaldCommunicationsRF1988RF[YRFXZc[SX[VX 7

85
oxperimentσlFσndF’heoreticσlF‘tudyFforFtheFkssessmentFofFtheFmonformσtionσlF‘tσbilityFofF
zolymethyleneSlridgedFreteroσromσticFnimersdFkFmσseFofF“nprecedentedFpoldingTFCrystaldGrowthd
anddDesignRF2016RFW]RFWWa]SWWbV

3.5 7

84 ’heFsnterplσyFbetweenF”σriousFˇ�SFσndFˇ�SroleFsnterσctionsFofF’rigonσlFloronFσndF’rigonσlFzyrσmidσlF
krsenicF’riiodidesTFCrystalsRF2017RFaRFXX[ 2.3 6

83
sntercσlσtorsTFWTFxσtureFofF‘tσckingFsnterσctionsFbetweenFsntercσlσtorsFNothidiumRFnσunomycinRF
ollipticineRFσndFZâ��R]â��SniσminideSXSphenylindoleOFσndFnxkFlσseFzσirsTkbFsnitio…uσntumFmhemicσlRF
nensityFpunctionσlF’heoryRFσndFompiricσlFzotentiσlF‘tudyF´ ·tTFkmTFmhemTF‘ocTXVVXRWXZRFYY]]â��YY]a−TF
´ TFJournaldofdthedAmericandChemicaldSocietyRF2003RFWX[RF[[bWS[[bW

16.4 6

Pavel Hobza

26



82 ynFtheFthermodynσmicFchσrσcteristicsFofFtheFbenzeneFâ�ƒFkrXFcomplexdFknFσpplicσtionFofFtheFσbF
initioFintermoleculσrFpotentiσlF1996RF[aRF[[WS[[a 6

81 zerturbσtionFofFhydrogenFbondsFinFtheFσdenineFTFthymineFbσseFpσirFbyFxσQdFkFquσntumFchemicσlF
studyTFProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF1983RFbVRFXb[cS]V11.5 6

80 qσsFphσseFσndFliquidFphσseFhydrσtionFofFmethσnoldFonthσlpyFσndFentropyFcσlculσtionsTFCollectiondofd
CzechoslovakdChemicaldCommunicationsRF1978RFZYRF]][S]a[ 6

79 myclo·−cσrbonsFpormF‘trongFxFShFmFnσtiveUmovσlentFlondsFwithFziperidineTFJournaldofdPhysicald
ChemistrydARF2021RFWX[RFXcXYSXcYW 2.8 6

78 momputσtionσlFkpproσchF’oF“nderstσndFtheFkdsorptionFlehσviorFofFsronNssOFzhthσlocyσnineFonFtheF
nopedFqrσpheneF‘urfσceTFJournaldofdPhysicaldChemistrydCRF2019RFWXYRF]aWaS]aXZ 3.8 6

77 ‘tructureSdirectedFformσtionFofFtheFdσtiveUcovσlentFbondsFinFcomplexesFwithFmpiperidineTFPhysicald
ChemistrydChemicaldPhysicsRF2021RFXYRFZY][SZYa[ 3.6 6

76 onergyFbσrriersFbetweenFrSbondedFσndFstσckedFstructuresFofFcSmethylσdenineTTTWSmethylthymineF
σndFcSmethylguσnineTTTWSmethylcytosineFcomplexesTFChemicaldCommunicationsRF2010RFZ]RFYbYS[ 5.8 5

75 kromσticFnxkFlσseF‘tσckingFσndFrSlondingTFComputationaldChemistrydrdReviewsdofdCurrentdTrendsRF
2000RFWaWSXWV 5

74 kbFinitioFcσlculσtionsFonFtheoSbenzyneâ��krFσndoSbenzyneâ��myFcomplexesTFTheoreticadChimicadActaRF
1994RFbbRFXYYSXZW 5

73 snterσctionFofFvysineSklσnineSklσnineFtripeptideFwithFσFfrσgmentFofFnxkdFknFempiricσlFpotentiσlF
studyTFJournaldofdComputationaldChemistryRF1991RFWXRFcSW] 3.5 5

72 knFempiricσlFpotentiσlFforFinterσctionsFofFlσrgeFmoleculesdFkpplicσtionFtoFbindingFofFdipeptidesFtoF
nxkTFInternationaldJournaldofdQuantumdChemistryRF1989RFY]RFXbaSXcb 2.1 5

71 ynFtheFroleFofFvσnFderF•σσlsFinterσctionsFinForgσnicFchemistryTFPuredanddApplieddChemistryRF1988RF
]VRFXZ[SX[X 2.1 5

70 ynFtheFσpplicσbilityFofFtheFfogoFprocedureFtoFvσnFderFwσσlsFmoleculesTFComputationaldandd
TheoreticaldChemistryRF1983RFWVYRFXZ[SX[a 5

69 olectronicFspectrσFofFσzuleneFmononegσtiveFσndFmonopositiveFionsFσndFsemiempiricσlFopenFshellF
zzzSlikeFcσlculσtionsTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF1973RFYbRFWZ[cSWZ]X 5

68
monjugσtedFrσdicσlsTF–”sTFolectronicFspectrσFofForthoSsemiquinonesFσndFremσrkFonFtheFσpplicσbilityF
ofFtheFvmsSmxnyFmethodFtoFquinonesFσndFsemiquinonesTFCollectiondofdCzechoslovakdChemicald
CommunicationsRF1973RFYbRF]ZWS]ZZ

5

67 ‘emiempiricσlFenergyFhypersurfσceFofFtheFformσldehydeSwσterFcomplexFσndFmethylFderivσtivesF
thereofTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF1978RFZYRFWY]]SWYaZ 5

66
‘pinFmrossoverFinFsronNssOFzorphyrσzineFsnducedFbyFxoncovσlentFsnterσctionsFmombinedFwithF
rybridizσtionFofFsronNssOFzorphyrσzineFσndFvigσndâ��sFyrbitσlsdFmk‘z’XRFmm‘nN’ORFσndFnp’F‘tudiesTF
JournaldofdPhysicaldChemistrydCRF2019RFWXYRFXYWb]SXYWcZ

3.8 4

65
snterfσceFsnterσctionsFofFtheFlowmσnâ��lirkFsnhibitorFl’msFinFσF’ernσryFmomplexFwithF’rypsinFσndF
mhymotrypsinFovσluσtedFbyF‘emiempiricσlF…uσntumFwechσnicσlFmσlculσtionsTFEuropeandJournaldofd
OrganicdChemistryRF2018RFXVWbRF[XVYS[XWW

3.2 4

(2018-1996)

27



64 mhσlcogenFlondingFdueFtoFtheFoxoS‘ubstitutionFofFscosσhedrσlFnicσrbσborσneTFMoleculesRF2019RFXZRF 4.8 4

63 …uσntumFwechσnicσlF‘coringdF‘tructurσlFσndFonergeticFsnsightsFintoFmyclinSnependentFuinσseFXF
snhibitionFbyFzyrσzolo·WR[Sσ−pyrimidinesTFCurrentdComputerrAideddDrugdDesignRF2013RFcRFWWbSWXc 1.4 4

62 xoncovσlentFsnterσctionsFofFreteroborσnesTFChallengesdanddAdvancesdindComputationaldChemistryd
anddPhysicsRF2015RFXWcSXYc 0.7 4

61 ’heoreticσlFstudyFofFtheFstσbilityFofFtheFnxkFduplexesFmodifiedFbyFσFseriesFofFhydrophobicFbσseF
σnσloguesTFChemistrydrdAdEuropeandJournalRF2009RFW[RFa]VWSWV 4.8 4

60 knσlysisFofFenergyFstσbilizσtionFinsideFtheFhydrophobicFcoreFofFrubredoxinTFChemPhysChemRF2009RF
WVRF[ZYSb 3.2 4

59 offectsFofFelectronFcorrelσtionFuponFmoleculσrFinterσctionsdFmorrectionFofFtheFelectrostσticF
interσctionFbetweenFnxkFbσsesTFComputationaldanddTheoreticaldChemistryRF1988RFWacRFWaaSWbZ 4

58
zropertiesFσndFreσctivityFofFfirstFσndFsecondFrowFhydridesTFsntroductoryFremσrksRFisomerizσtionsRF
σndFinversionFbσrriersFofFtheFkrXRFkrYRFkrZFσndFrelσtedFsystemsTFCollectiondofdCzechoslovakd
ChemicaldCommunicationsRF1990RF[[RFb]cSbbc

4

57 mounterpoiseSmorrectedFzotentiσlFonergyF‘urfσcesFofF‘impleFrydrogenSlondedF‘ystemsTFCollectiond
ofdCzechoslovakdChemicaldCommunicationsRF1998RF]YRFWYZYSWY[Z 4

56
‘pinFmodificσtionFofFironNiiOFcomplexesFviσFcovσlentFNdσtiveOFσndFdispersionFguidedFnonScovσlentF
bondingFwithFxSheterocyclicFcσrbenesdFnp’RFnvzxySmm‘nN’OFσndFwm‘mpFstudiesTFDaltond
TransactionsRF2020RFZcRFW]ZSWaV

4.3 4

55 ‘tructureFσndFzropertiesFofFnoubleS‘σndwichFmomplexesFσtFtheFqrσpheneF‘urfσcedFkF’heoreticσlF
‘tudyTFJournaldofdPhysicaldChemistrydCRF2019RFWXYRFWZaWXSWZaXZ 3.8 3

54 ‘…wUmy‘wyF‘coringFpunctiondF†eliσbleF…uσntumSwechσnicσlF’oolFforF‘σmplingFσndF†σnkingFinF
‘tructureSlσsedFnrugFnesignTFChemPlusChemRF2020RFb[RFXY]XSXYaW 2.8 3

53
momputσtionσlFmethodsFforFtheFdescriptionFofFphσrmσcologicσllyFrelevσntFplσtinumF
complexesSSmoleculσrFstructureFσndFbondFdissociσtionTFPhysicaldChemistrydChemicaldPhysicsRF2016RF
WbRFZV[WS]X

3.6 3

52 lindingFonergiesFofFtheFˇ�S‘tσckedFknisoleFnimerdFxewFwoleculσrFleσmâ��vσserF‘pectroscopyF
oxperimentsFσndFmm‘nN’OFmσlculσtionsTFChemistrydrdAdEuropeandJournalRF2015RFXWRF]]YaS]]Ya 4.8 3

51 ynFtheF‘tructureFσndFqeometryFofFliomoleculσrFlindingFwotifsFNrydrogenSlondingRF‘tσckingRF
–Sr´•´•´•ˇ�OdF•p’FσndFnp’FmσlculσtionsTFJournaldofdChemicaldTheorydanddComputationRF2011RFaRFbVa 6.4 3

50 wzXFσndFmm‘nN’OFcσlculσtionsFonFribondedFσndFstσckedFformσmideâ�ƒformσmideFσndF
formσmidineâ�ƒformσmidineFdimersTFComputationaldanddTheoreticaldChemistryRF1996RFYbbRFWW[SWXV 3

49 ‘emiempiricσlFestimσtesFofFtheFcorrelσtionFenergyFinFsmσllFclustersFofFhydrogenFσtomsTFTheoreticad
ChimicadActaRF1975RFZVRFXbaSXc[ 3

48 woleculσrSorbitσlFstudyFofFhydroxylσtionFofFcollσgenousFprolineFσndFlysineTFBiochimicadEtdBiophysicad
ActadlBBAmdrdProteindStructureRF1971RFX[WRFYWZSc 3

47
monjugσtedFrσdicσlsTF–s”TFolectronicFspectrσFσndFsemiempiricσlFcσlculσtionsFonFrσdicσlFσnionsFofF
σcenσphthyleneRFfluorσntheneFσndFσceheptyleneTFCollectiondofdCzechoslovakdChemicald
CommunicationsRF1972RFYaRFWcbYSWcbc

3

Pavel Hobza

28



46 ostimσtesFofFgeometryFofFmoleculσrFcomplexesFbσsedFonFσnσlysisFofFintermoleculσrFforcesTF
CollectiondofdCzechoslovakdChemicaldCommunicationsRF1976RFZWRFWWWWSWWXV 3

45 rydrσtionFqibbsFonergiesFofFxucleicFkcidFlσsesFneterminedFbyFqibbsFonergyFzerturbσtionRF
montinuousFσndFrybridFkpproσchesTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF2005RFaVRFWa[]SWa]b 3

44
kdditionF†eσctionFbetweenFziperidineFσndFmFtoFpormFWRZSnisubstitutedFmFzroceedsFthroughFvσnFderF
•σσlsFσndFnσtiveFlondFmomplexesdF’heoreticσlFσndFoxperimentσlF‘tudyTFJournaldofdthedAmericand
ChemicaldSocietyRF2021RFWZYRFWVcYVSWVcYc

16.4 3

43 xσtureFofFlindingFinFzlσnσrFrσlogenâ��lenzeneFkssembliesFσndF’heirFzossibleF”isuσlizσtionFinF
‘cσnningFzrobeFwicroscopyTFJournaldofdPhysicaldChemistrydCRF2019RFWXYRFbYacSbYb] 3.8 3

42 ’heFoxistenceFofFσFxShmFnσtiveFlondFinFtheFm]Vâ��ziperidineFmomplexTFAngewandtedChemieRF2021RFWYYRFWcaVSWcab3.6 3

41 ’heFstσbilityFofFcovσlentFdσtiveFbondFsignificσntlyFincreσsesFwithFincreσsingFsolventFpolσrityTTFNatured
CommunicationsRF2022RFWYRFXWVa 17.4 3

40 lenchmσrkFnσtσF‘etsFofFloronFmlusterFnihydrogenFlondingFforFtheF”σlidσtionFofFkpproximσteF
momputσtionσlFwethodsTFChemPhysChemRF2020RFXWRFX[ccSX]VZ 3.2 2

39 wechσnicσlFforceSinducedFmσnipulσtionFofFelectronicFconductσnceFinFσFspinScrossoverFcomplexdFσF
simpleFσpproσchFtoFmoleculσrFelectronicsTFNanoscaledAdvancesRF2020RFXRFXcVaSXcWY 5.1 2

38 xonScovσlentFinterσctionsFinFσnisoleSNmyOFNnFgFWRFXOFcomplexesTFPhysicaldChemistrydChemicaldPhysicsRF
2017RFWcRFXXaZcSXXa[b 3.6 2

37 kssociσtesRFmlustersRFsntermoleculσrFmomplexesRF‘uprσmoleculσrF‘ystemsdF”σnFderF•σσlsF‘peciesTF
ZeitschriftdFurdElektrotechnikdUnddElektrochemieRF1992RFc]RFWXcZSWXcb 2

36 niscriminσtiveFinterσctionsFbetweenFchirσlFmoleculesdFinternσlFdiscriminσtionFinF
WRXSdifluorohydrσzineTFCanadiandJournaldofdChemistryRF1985RF]YRFW]YcSW]ZW 0.9 2

35 zSnopedFgrσpheneSmFnσnocompositedFσFdonorSσcceptorFcomplexFwithFσFzSmFdσtiveFbondTTFChemicald
CommunicationsRF2022RF 5.8 2

34 •eσkFintermoleculσrFinterσctionsdFsntroductoryFremσrksFσndFmethodsFusedTFCollectiondofd
CzechoslovakdChemicaldCommunicationsRF1974RFYcRFXb[aSXb][ 2

33 zerturbσtionFtreσtmentFofFtheFinterσctionsFbetweenFnonpolσrFmoleculeSnonpolσrFmoleculeFσndF
polσrFmoleculeSpolσrFmoleculeTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF1974RFYcRFXb]]SXba] 2

32 ‘emiempiricσlFvσriσtionFcσlculσtionsFonFtheFinterσctionFenergyFofFtwoFidenticσlFnonpolσrFsystemsTF
CollectiondofdCzechoslovakdChemicaldCommunicationsRF1975RFZVRFbVcSbWZ 2

31 knFσttemptFtoFconstructFσFhybridFintermoleculσrFpotentiσlTFCollectiondofdCzechoslovakdChemicald
CommunicationsRF1978RFZYRFWY[]SWY][ 2

30 xσtureFofFstσtionσryFpointsFonFmxnyUXFenergyFhypersurfσcesFofFvσnFderF•σσlsFmoleculesFformedF
byFpolσrFmoleculesTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF1980RFZ[RFWYXYSWYYV 2

29 kbFinitioFstudyFofFtheFNlrOXFdimerTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF1980RFZ[RFYXaVSYXbX 2

(1980-1976)

29



28
’heF‘tσbilizσtionFonergyFofFtheFqv“Sv—‘F‘σltFlridgeFinFtheFzroteinU•σterFonvironmentdFmorrelσtedF
…uσntumFmhemicσlFσbFinitioRFnp’FσndFompiricσlFzotentiσlF‘tudiesTFCollectiondofdCzechoslovakd
ChemicaldCommunicationsRF2008RFaYRFcXWScY]

2

27 wzXFσndFmm‘nN’OFcσlculσtionsFonFrSbondedFσndFstσckedFformσmideâ�ƒformσmideFσndF
formσmidineâ�ƒformσmidineFdimersTFComputationaldanddTheoreticaldChemistryRF1996RFYbbRFWW[SWXV 2

26 ’uningFtheFzSmFdσtiveUcovσlentFbondFformσtionFinF†zSmFcomplexesFbyFchσngingFtheF†FgroupTF
ChemicaldCommunicationsRF2021RF[aRFYY]YSYY]] 5.8 2

25
zerformσnceFofFempiricσlFpotentiσlsFNkwlo†RFmppc[RFm”ppRFmrk†wwRFyzv‘RFzyv’o”ORF
semiempiricσlFquσntumFchemicσlFmethodsFNkwWRFwxnyUwRFzwYORFσndFσbFinitioFrσrtreeâ��pockF
methodFforFinterσctionFofFnxkFbσsesdFmompσrisonFwithFnonempiricσlFbeyondFrσrtreeâ��pockFresultsF
1997RFWbRFWWY]

2

24 nxkFbσseFσminoFgroupsFσndFtheirFroleFinFmoleculσrFinterσctionsdFkbFinitioFσndFpreliminσryFdensityF
functionσlFtheoryFcσlculσtionsF1996RF[aRFc[c 2

23 yptimizσtionFofFnorbornylSbσsedFcσrbocyclicFnucleosideFσnσlogsFσsFcyclinSdependentFkinσseFXF
inhibitorsTFJournaldofdMoleculardRecognitionRF2020RFYYRFeXbZX 2.6 1

22 ”σriousFtypesFofFnonScovσlentFinterσctionsFcontributingFtowσrdsFcrystσlFpσckingFofFhσlogenσtedF
diphosphσSdicσrbσborσneFwithFσnFopenFpentσgonσlFbeltTFNewdJournaldofdChemistryRF2018RFZXRFWVZbWSWVZbY3.6 1

21 ‘equentiσlFlxSdopingFinducedFtuningFofFelectronicFpropertiesFinFzigzσgSedgedFgrσpheneF
nσnoribbonsdFσFcomputσtionσlFσpproσchTTFRSCdAdvancesRF2018RFbRFWVc]ZSWVcaZ 3.7 1

20 “nderstσndingFtheFnonScovσlentFinterσctionFmediσtedFmodulσtionsFonFtheFelectronicFstructureFofF
quσsiSzeroSdimensionσlFgrσpheneFnσnoflσkesTFPhysicaldChemistrydChemicaldPhysicsRF2018RFXVRFWbaWbSWbaXb3.6 1

19 smpressiveFonrichmentFofF‘emiempiricσlF…uσntumFwechσnicsSlσsedF‘coringFpunctiondFr‘zcVF
zroteinFwithFZ[ZWFsnhibitorsFσndFnecoysTFChemPhysChemRF2019RFXVRFXaXW 3.2 1

18 mzechFbibliometricFsystemFfostersFmediocreFreseσrchTFNatureRF2009RFZ]VRFWVac 50.4 1

17
morrelσtionFletweenFtheF’hermodynσmicF‘tσbilityFofFnxkFnuplexesFσndFtheFsnterσctionFσndF
‘olvσtionFonergiesFofFnxkFluildingFllocksTFCollectiondofdCzechoslovakdChemicaldCommunicationsRF
2008RFaYRFW]WSWaZ

1

16 mσlculσtionsFofFtheF‘tσbilizσtionFonergiesFofFtheFluildingFllocksFofFliomσcromoleculesTFAIPd
ConferencedProceedingsRF2007RF 0 1

15 smproperRFllueS‘hiftingFrydrogenFlonddF’heoryFσndFoxperimentF2002RFXbWSXcW 1

14 zotentiσlFonergyFσndFpreeFonergyF‘urfσcesFofFploppyF‘ystemsTFkbFinitioFmσlculσtionsFσndFwoleculσrF
nynσmicsF‘imulσtionsTFTheoreticaldanddComputationaldChemistryRF1999RFaRFbXcSb[a 1

13
knFempiricσlFpotentiσlFstudyFofFtheFinterσctionFofFvSlysineSvSσlσnineSvSσlσnineFtripeptideFwithFfourF
modelsFofFlSnxkFwithFdifferentFcompositionsTFJournaldofdBiomoleculardStructuredanddDynamicsRF
1994RFWWRFb]cSbV

3.6 1

12 wwXFstudyFofFXVShydroxySZRaRWYRW]StetrσoxσSWRWVSdiσzσbicycloF·bRbRY−FheneicosσneFσndFitsF
formσtionFcontrolledFbyFhydrogenFbondingTFJournaldofdComputationaldChemistryRF1990RFWWRFbYaSbZa 3.5 1

11 ’heFnominσntF†oleFofFmhσlcogenFlondingFinFtheFmrystσlFzσckingFofFXnUYnFkromσticsTFAngewandted
ChemiedrdInternationaldEditionRF2014RF[YRFWVWYcSWVWZX 16.4 1

Pavel Hobza

30



10 nirectlyFlinkedFmetσlloporphyrinsdFσFquestFforFbioSinspiredFmσteriσlsTFMaterialsdAdvancesRF2020RFWRFWbc[SWcVb3.3 1

9 mhelσting´ zolymersFforFrereditσryFremochromσtosisF’reσtmentTFMacromoleculardBioscienceRF2020RF
XVRFeXVVVX[Z 5.5 1

8 ‘…wUmy‘wyF‘coringFpunctiondF†eliσbleF…uσntumSwechσnicσlF’oolFforF‘σmplingFσndF†σnkingFinF
‘tructureSlσsedFnrugFnesignTFChemPlusChemRF2020RFb[RFXY]W 2.8 0

7 wultipodσlFinsulinFmimeticsFbuiltFonFσdσmσntσneForFprolineFscσffoldsTFBioorganicdChemistryRF2021RF
WVaRFWVZ[Zb 5.1 0

6 …uσntumFwechσnicσlFσndFwoleculσrFwechσnicσlFmσlculσtionsFonF‘ubstitutedFloronFmlustersFσndF
’heirFsnterσctionsFwithFzroteinsF2018RFWX]SWYb

5 kutobiogrσphyFofFzσvelFrobzσTFJournaldofdPhysicaldChemistrydARF2011RFWW[RFWWWW[Sb 2.8

4 ’hermodynσmicsFofFvσnFderF•σσlsFσndFrydrophobicFsnterσctionsTFMethodsdanddPrinciplesdind
MedicinaldChemistryRF2008RFXaSZb 0.4

3 woleculσrFmlustersdFzotentiσlFonergyFσndFpreeFonergyF‘urfσcesTF…uσntumFmhemicσlFσbFinitioFσndF
momputerF‘imulσtionF‘tudiesF2001RF[][S[bZ

2 smproperRFllueSshiftingFrydrogenFlondFletweenFpluorobenzeneFσndFmr–YFN–gpRmWOF2002RFXXWSXXa

1 ’rimersFofFxucleicFkcidFlσsesF2006RFWZcYSWZc]

List of Publications

31


