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i Paper IF Citations

531 zSnopedFgrσpheneSmFnσnocompositedFσFdonorSσcceptorFcomplexFwithFσFzSmFdσtiveFbondTTFChemicald
CommunicationsRF2022RF 5.8 2

530 ’heFstσbilityFofFcovσlentFdσtiveFbondFsignificσntlyFincreσsesFwithFincreσsingFsolventFpolσrityTTFNatured
CommunicationsRF2022RFWYRFXWVa 17.4 3

529 †eσlSspσceFimσgingFofFσnisotropicFchσrgeFofFˇ�SholeFbyFmeσnsFofFuelvinFprobeFforceFmicroscopyTF
ScienceRF2021RFYaZRFb]YSb]a 33.3 18

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

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

526
kdditionF†eσctionFbetweenFziperidineFσndFmFtoFpormFWRZSnisubstitutedFmFzroceedsFthroughFvσnFderF
•σσlsFσndFnσtiveFlondFmomplexesdF’heoreticσlFσndFoxperimentσlF‘tudyTFJournaldofdthedAmericand
ChemicaldSocietyRF2021RFWZYRFWVcYVSWVcYc

16.4 3

525 ’heFoxistenceFofFσFxShmFnσtiveFlondFinFtheFm]Vâ��ziperidineFmomplexTFAngewandtedChemieRF2021RFWYYRFWcaVSWcab3.6 3

524 ’heFoxistenceFofFσFxShmFnσtiveFlondFinFtheFmFSziperidineFmomplexTFAngewandtedChemiedrd
InternationaldEditionRF2021RF]VRFWcZXSWc[V 16.4 10

523 wultipodσlFinsulinFmimeticsFbuiltFonFσdσmσntσneForFprolineFscσffoldsTFBioorganicdChemistryRF2021RF
WVaRFWVZ[Zb 5.1 0

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

521 ‘tructureSdirectedFformσtionFofFtheFdσtiveUcovσlentFbondsFinFcomplexesFwithFmpiperidineTFPhysicald
ChemistrydChemicaldPhysicsRF2021RFXYRFZY][SZYa[ 3.6 6

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

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

518 yptimizσtionFofFnorbornylSbσsedFcσrbocyclicFnucleosideFσnσlogsFσsFcyclinSdependentFkinσseFXF
inhibitorsTFJournaldofdMoleculardRecognitionRF2020RFYYRFeXbZX 2.6 1

517 wechσnicσlFforceSinducedFmσnipulσtionFofFelectronicFconductσnceFinFσFspinScrossoverFcomplexdFσF
simpleFσpproσchFtoFmoleculσrFelectronicsTFNanoscaledAdvancesRF2020RFXRFXcVaSXcWY 5.1 2

516
‘pinFmodificσtionFofFironNiiOFcomplexesFviσFcovσlentFNdσtiveOFσndFdispersionFguidedFnonScovσlentF
bondingFwithFxSheterocyclicFcσrbenesdFnp’RFnvzxySmm‘nN’OFσndFwm‘mpFstudiesTFDaltond
TransactionsRF2020RFZcRFW]ZSWaV

4.3 4

515 ‘…wUmy‘wyF‘coringFpunctiondF†eliσbleF…uσntumSwechσnicσlF’oolFforF‘σmplingFσndF†σnkingFinF
‘tructureSlσsedFnrugFnesignTFChemPlusChemRF2020RFb[RFXY]W 2.8 0
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514 qroundFstσteFofFtheFpeNiiOSporphyrinFmodelFsystemFcorrespondsFtoFquintetdFσFnp’FσndFnw†qSbσsedF
tσiloredFmmFstudyTFPhysicaldChemistrydChemicaldPhysicsRF2020RFXXRFWaVYYSWaVYa 3.6 10

513 nirectlyFlinkedFmetσlloporphyrinsdFσFquestFforFbioSinspiredFmσteriσlsTFMaterialsdAdvancesRF2020RFWRFWbc[SWcVb3.3 1

512 mhelσting´ zolymersFforFrereditσryFremochromσtosisF’reσtmentTFMacromoleculardBioscienceRF2020RF
XVRFeXVVVX[Z 5.5 1

511
‘pinFmrossoverFinFsronNssOFzorphyrσzineFsnducedFbyFxoncovσlentFsnterσctionsFmombinedFwithF
rybridizσtionFofFsronNssOFzorphyrσzineFσndFvigσndâ��sFyrbitσlsdFmk‘z’XRFmm‘nN’ORFσndFnp’F‘tudiesTF
JournaldofdPhysicaldChemistrydCRF2019RFWXYRFXYWb]SXYWcZ

3.8 4

510 wutσtionsFσtFhypotheticσlFbindingFsiteFXFinFinsulinFσndFinsulinSlikeFgrowthFfσctorsFWFσndFXFresultFinF
receptorSFσndFhormoneSspecificFresponsesTFJournaldofdBiologicaldChemistryRF2019RFXcZRFWaYaWSWaYbX 5.4 10

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

508 mhσlcogenFlondingFdueFtoFtheFoxoS‘ubstitutionFofFscosσhedrσlFnicσrbσborσneTFMoleculesRF2019RFXZRF 4.8 4

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

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

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

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

503
smidσzo·WRXSc−pyrimidinS[N]rOSoneFσsFσFnovelFcoreFofFcyclinSdependentFkinσseFXFinhibitorsdF
‘ynthesisRFσctivityFmeσsurementRFdockingRFσndFquσntumFmechσnicσlFscoringTFJournaldofdMoleculard
RecognitionRF2018RFYWRFeXaXV

2.6 8

502 †σnkingFzowerFofFtheF‘…wUmy‘wyF‘coringFpunctionFonFmσrbonicFknhydrσseFssSsnhibitorF
momplexesTFChemPhysChemRF2018RFWcRFbaYSbac 3.2 22

501 ”σriousFtypesFofFnonScovσlentFinterσctionsFcontributingFtowσrdsFcrystσlFpσckingFofFhσlogenσtedF
diphosphσSdicσrbσborσneFwithFσnFopenFpentσgonσlFbeltTFNewdJournaldofdChemistryRF2018RFZXRFWVZbWSWVZbY3.6 1

500 ‘equentiσlFlxSdopingFinducedFtuningFofFelectronicFpropertiesFinFzigzσgSedgedFgrσpheneF
nσnoribbonsdFσFcomputσtionσlFσpproσchTTFRSCdAdvancesRF2018RFbRFWVc]ZSWVcaZ 3.7 1

499 “nderstσndingFtheFnonScovσlentFinterσctionFmediσtedFmodulσtionsFonFtheFelectronicFstructureFofF
quσsiSzeroSdimensionσlFgrσpheneFnσnoflσkesTFPhysicaldChemistrydChemicaldPhysicsRF2018RFXVRFWbaWbSWbaXb3.6 1

498
snterfσceFsnterσctionsFofFtheFlowmσnâ��lirkFsnhibitorFl’msFinFσF’ernσryFmomplexFwithF’rypsinFσndF
mhymotrypsinFovσluσtedFbyF‘emiempiricσlF…uσntumFwechσnicσlFmσlculσtionsTFEuropeandJournaldofd
OrganicdChemistryRF2018RFXVWbRF[XVYS[XWW

3.2 4

497 …uσntumFwechσnicσlFσndFwoleculσrFwechσnicσlFmσlculσtionsFonF‘ubstitutedFloronFmlustersFσndF
’heirFsnterσctionsFwithFzroteinsF2018RFWX]SWYb

(2018-2020)
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496 xonScovσlentFcontrolFofFspinSstσteFinFmetσlSorgσnicFcomplexFbyFpositioningFonFxSdopedFgrσpheneTF
NaturedCommunicationsRF2018RFcRFXbYW 17.4 52

495 knFssolσtedFwoleculeFofFsronNssOFzhthσlocyσninFoxhibitsF…uintetFqroundS‘tσtedFkFxexusFbetweenF
’heoryFσndFoxperimentTFChemistrydrdAdEuropeandJournalRF2018RFXZRFWYZWYSWYZWa 4.8 7

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

493 ‘ixFchσlcogenFbondedFcomplexesFofFcσrbonFdisulfideFwithFdiσzinesTF’heoreticσlFstudyTFChemicald
PhysicsRF2018RF[VVRFYaSZZ 2.3 12

492 kdsorptionFofFyrgσnicFwoleculesFtoFvσnFderF•σσlsFwσteriσlsdFmompσrisonFofFpluorogrσpheneFσndF
pluorogrσphiteFwithFqrσpheneFσndFqrσphiteTFJournaldofdChemicaldTheorydanddComputationRF2017RFWYRFWYXbSWYZV6.4 34

491 ‘…wUmy‘wyF‘coringFpunctionFσtFtheFnp’lYSnYrZFveveldF“niqueFsdentificσtionFofFxσtiveF
zroteinSvigσndFzosesTFJournaldofdChemicaldInformationdanddModelingRF2017RF[aRFWXaSWYX 6.1 31

490 ‘tructurσlFlσsisFofFtheFsnterσctionFofFmyclinSnependentFuinσseFXFwithF†oscovitineFσndFstsFknσloguesF
rσvingFlioisostericFmentrσlFreterocyclesTFChemPhysChemRF2017RFWbRFab[Sac[ 3.2 11

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

488 linσryFtwinnedSicosσhedrσlF·lr−FinterσctsFwithFcyclodextrinsFσsFσFprecedentFforFitsFcomplexσtionF
withFotherForgσnicFmotifsTFPhysicaldChemistrydChemicaldPhysicsRF2017RFWcRFWWaZbSWWa[X 3.6 22

487 lSrˇ�dFσFnonclσssicσlFhydrogenFbondForFdispersionFcontσctiTFPhysicaldChemistrydChemicaldPhysicsRF
2017RFWcRFWbWcZSWbXVV 3.6 27

486 xoncovσlentFsnterσctionsFinF‘pecificF†ecognitionFwotifsFofFzroteinSnxkFmomplexesTFJournaldofd
ChemicaldTheorydanddComputationRF2017RFWYRFbaaSbb[ 6.4 15

485
oxplicitFtreσtmentFofFσctiveSsiteFwσtersFenhσncesFquσntumFmechσnicσlUimplicitFsolventFscoringdF
snhibitionFofFmnuXFbyFnewFpyrσzolo·WR[Sσ−pyrimidinesTFEuropeandJournaldofdMedicinaldChemistryRF
2017RFWX]RFWWWbSWWXb

6.8 24

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

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

482 ‘electiveFbindingFofFcholineFbyFσFphosphσteScoordinσtionSbσsedFtripleFhelicσteFfeσturingFσnF
σromσticFboxTFNaturedCommunicationsRF2017RFbRFcYb 17.4 39

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

480 ‘uperiorFzerformσnceFofFtheF‘…wUmy‘wyF‘coringFpunctionsFinFxσtiveFzoseF†ecognitionFofFniverseF
zroteinSvigσndFmomplexesFinFmognσteFnockingTFACSdOmegaRF2017RFXRFZVXXSZVXc 3.9 17

479 xonScovσlentFinterσctionsFinFσnisoleSNmyOFNnFgFWRFXOFcomplexesTFPhysicaldChemistrydChemicaldPhysicsRF
2017RFWcRFXXaZcSXXa[b 3.6 2
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478 ’heFroleFofFtheFˇ�SholesFinFstσbilityFofFnonSbondedFchσlcogenidebenzeneFinterσctionsdFtheFgroundF
σndFexcitedFstσtesTFPhysicaldChemistrydChemicaldPhysicsRF2017RFXVRFXccSYV] 3.6 8

477
’heF‘…wUmy‘wyFfilterdFreliσbleFnσtiveFposeFidentificσtionFbσsedFonFtheFquσntumSmechσnicσlF
descriptionFofFproteinSligσndFinterσctionsFσndFimplicitFmy‘wyFsolvσtionTFChemicaldCommunicationsRF
2016RF[XRFYYWXS[

5.8 46

476
momputσtionσlFmethodsFforFtheFdescriptionFofFphσrmσcologicσllyFrelevσntFplσtinumF
complexesSSmoleculσrFstructureFσndFbondFdissociσtionTFPhysicaldChemistrydChemicaldPhysicsRF2016RF
WbRFZV[WS]X

3.6 3

475 momputerFwodelingFofFrσlogenFlondsFσndFytherFˇ�SroleFsnterσctionsTFChemicaldReviewsRF2016RFWW]RF[W[[Sba68.1 444

474 ynFtheFnσtureFofFtheFstσbilisσtionFofFtheFo´•´•´•ˇ�FpnicogenFbondFinFtheF‘bmlY´•´•´•tolueneFcomplexTF
ChemicaldCommunicationsRF2016RF[XRFY[VVSY 5.8 33

473 lenchmσrkFmσlculσtionsFofFsnterσctionFonergiesFinFxoncovσlentFmomplexesFσndF’heirFkpplicσtionsTF
ChemicaldReviewsRF2016RFWW]RF[VYbSaW 68.1 267

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

471
’heFnonSplσnσrityFofFtheFbenzeneFmoleculeFinFtheF–SrσyFstructureFofFtheFchelσtedFbismuthNsssOF
heteroboroxineFcomplexFisFnotFsupportedFbyFquσntumFmechσnicσlFcσlculσtionsTFDaltondTransactionsRF
2016RFZ[RFZ]XS[

4.3 10

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

469
oxperimentσlFσndF’heoreticσlF‘tudyFforFtheFkssessmentFofFtheFmonformσtionσlF‘tσbilityFofF
zolymethyleneSlridgedFreteroσromσticFnimersdFkFmσseFofF“nprecedentedFpoldingTFCrystaldGrowthd
anddDesignRF2016RFW]RFWWa]SWWbV

3.5 7

468 sntroductiondFxoncovσlentFsnterσctionsTFChemicaldReviewsRF2016RFWW]RFZcWWSX 68.1 83

467 mompetitionFbetweenFrσlogenRFrydrogenFσndFnihydrogenFlondingFinFlrominσtedFmσrborσnesTF
ChemPhysChemRF2016RFWaRFYYaYSYYa] 3.2 37

466
kFxexusFbetweenF’heoryFσndFoxperimentdFxonSompiricσlF…uσntumFwechσnicσlFmomputσtionσlF
wethodologyFkppliedFtoFmucurbit·n−uriliquestFlindingFsnterσctionsTFChemistrydrdAdEuropeandJournalRF
2016RFXXRFWaXX]SWaXYb

4.8 19

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

464 lindingFenergiesFofFtheFˇ�SstσckedFσnisoleFdimerdFnewFmoleculσrFbeσmSlσserFspectroscopyF
experimentsFσndFmm‘nN’OFcσlculσtionsTFChemistrydrdAdEuropeandJournalRF2015RFXWRF]aZVS] 4.8 18

463
†epresentσtiveFkminoFkcidF‘ideSmhσinFsnterσctionsFinFzroteinSnxkFmomplexesdFkFmompσrisonFofF
righlyFkccurσteFmorrelσtedFkbFsnitioF…uσntumFwechσnicσlFmσlculσtionsFσndFofficientFkpproσchesF
forFkpplicσtionsFtoFvσrgeF‘ystemsTFJournaldofdChemicaldTheorydanddComputationRF2015RFWWRFZVb]ScX

6.4 16

462 ’heFpropertiesFofFsubstitutedFYnSσromσticFneutrσlFcσrborσnesdFtheFpotentiσlFforFˇ�SholeFbondingTF
PhysicaldChemistrydChemicaldPhysicsRF2015RFWaRFXVbWZSXW 3.6 20

461
snsightsFintoF‘tσbilityFσndFpoldingFofFqx†kFσndF“xmqF’etrσloopsF†eveσledFbyFwicrosecondF
woleculσrFnynσmicsFσndF•ellS’emperedFwetσdynσmicsTFJournaldofdChemicaldTheorydandd
ComputationRF2015RFWWRFYb]]Saa

6.4 39
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460 lenchmσrkFmσlculσtionsFofF’hreeSlodyFsntermoleculσrFsnterσctionsFσndFtheFzerformσnceFofF
vowSmostFolectronicF‘tructureFwethodsTFJournaldofdChemicaldTheorydanddComputationRF2015RFWWRFYV][Sac 6.4 69

459 oxtensionsFσndFσpplicσtionsFofFtheFkXZFdσtσFsetFofFσccurσteFinterσctionFenergiesTFPhysicaldChemistryd
ChemicaldPhysicsRF2015RFWaRFWcX]bSaa 3.6 44

458
‘tructureFσndFenergeticsFofFtheFσnisoleSkrNnOFNnFgFWRFXRFYOFcomplexesdFhighSresolutionFresonσntF
twoSphotonFσndFthresholdFionizσtionFexperimentsRFσndFquσntumFchemicσlFcσlculσtionsTFPhysicald
ChemistrydChemicaldPhysicsRF2015RFWaRFWX[YVSa

3.6 8

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

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

455 vσrgeS‘cσleF…uσntitσtiveFkssessmentFofFlindingFzreferencesFinFzroteinSxucleicFkcidFmomplexesTF
JournaldofdChemicaldTheorydanddComputationRF2015RFWWRFWcYcSZb 6.4 8

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

453 zolσrFflσtteningFσndFtheFstrengthFofFhσlogenFbondingTFJournaldofdChemicaldTheorydanddComputationRF
2015RFWWRFZaXaSYX 6.4 51

452 wσlonσteSbσsedFinhibitorsFofFmσmmσliσnFserineFrσcemσsedFkineticFchσrσcterizσtionFσndF
structureSbσsedFcomputσtionσlFstudyTFEuropeandJournaldofdMedicinaldChemistryRF2015RFbcRFWbcSca 6.8 41

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

450
promFnibismuthenesFtoF’hreeSFσndF’woSmoordinσtedFlismuthinidenesFbyFpineFvigσndF’uningdF
ovidenceFforFkromσticFlimYxF†ingsFthroughFσFmombinedFoxperimentσlFσndF’heoreticσlF‘tudyTF
ChemistrydrdAdEuropeandJournalRF2015RFXWRFW]cWaSXb

4.8 58

449 xoncovσlentFsnterσctionsFofFreteroborσnesTFChallengesdanddAdvancesdindComputationaldChemistryd
anddPhysicsRF2015RFXWcSXYc 0.7 4

448 mhσlcogenFσndFpnicogenFbondsFinFcomplexesFofFneutrσlFicosσhedrσlFσndFbicσppedF
squσreSσntiprismσticFheteroborσnesTFJournaldofdPhysicaldChemistrydARF2015RFWWcRFWYbbSc[ 2.8 34

447 mhσrσcteristicsFofFσFˇ�SroleFσndFtheFxσtureFofFσFrσlogenFlondTFTopicsdindCurrentdChemistryRF2015RF
Y[cRFWSX[ 17

446
ynFtheForiginFofFtheFsubstσntiσlFstσbilisσtionFofFtheFelectronSdonorF
WRYSdithioleSXSthioneSZScσrboxyclicFσcid´•´•´•sXFσndFnklmy´•´•´•sXFcomplexesTFPhysicaldChemistrydChemicald
PhysicsRF2014RFW]RF]]acSb]

3.6 26

445 ‘tσtisticσlFσnσlysisFofFˇ�SholesdFσFnovelFcomplementσryFviewFonFhσlogenFbondingTFPhysicaldChemistryd
ChemicaldPhysicsRF2014RFW]RFWcWWWSZ 3.6 21

444 ‘electiveFinducedFpolσrizσtionFthroughFelectronFtrσnsferFinFσcetoneFσndFpyrσzoleFesterFderivσtivesF
viσFmâ��riymFinterσctionTFNewdJournaldofdChemistryRF2014RFYbRFZbb[SZbcX 3.6 10

443 ’heFstrengthFσndFdirectionσlityFofFσFhσlogenFbondFσreFcoSdeterminedFbyFtheFmσgnitudeFσndFsizeFofF
theFˇ�SholeTFPhysicaldChemistrydChemicaldPhysicsRF2014RFW]RFccbaSc] 3.6 109
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442 rσlogenFbondsFinFcrystσlF’’pFderivσtivesdFσnFσbFinitioFquσntumFmechσnicσlFstudyTFPhysicaldChemistryd
ChemicaldPhysicsRF2014RFW]RFXVYbSZa 3.6 43

441 …uσntumFwonteFmσrloFforFnoncovσlentFinterσctionsdFσnFefficientFprotocolFσttσiningFbenchmσrkF
σccurσcyTFPhysicaldChemistrydChemicaldPhysicsRF2014RFW]RFXVcW[SXY 3.6 42

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

439 ’heFnσtureFofFbondingFσndFelectronicFpropertiesFofFgrσpheneFσndFbenzeneFwithFiridiumFσdσtomsTF
PhysicaldChemistrydChemicaldPhysicsRF2014RFW]RFXVbWbSXa 3.6 8

438 ’heFdominσntFroleFofFchσlcogenFbondingFinFtheFcrystσlFpσckingFofFXnUYnFσromσticsTFAngewandted
ChemiedrdInternationaldEditionRF2014RF[YRFWVWYcSZX 16.4 103

437
kbFsnitioF…uσntumFwechσnicσlFnescriptionFofFxoncovσlentFsnterσctionsFσtFstsFvimitsdFkpproσchingF
theFoxperimentσlFnissociσtionFonergyFofFtheFrpFnimerTFJournaldofdChemicaldTheorydanddComputationRF
2014RFWVRFYV]]SaY

6.4 35

436 ’heoreticσlFinsightFintoFtheFstσbilizσtionFofFtriσzoleFfungicidesFviσFtheirFinterσctionsFwithFdicσtionsTF
InternationaldJournaldofdMassdSpectrometryRF2014RFY[cRFYbSZY 1.9 10

435 •hyFssFtheFvS‘hσpedF‘tructureFofF–´•´•´•–FN–FgFpRFmlRFlrRFsOFmomplexesFworeF‘tσbleF’hσnFytherF
‘tructuresiTFJournaldofdPhysicaldChemistrydARF2014RFWWbRFYbZ]SYb[[ 2.8 20

434
mσrborσneSbσsedFcσrbonicFσnhydrσseFinhibitorsdFinsightFintoFmkssUmks–FspecificityFfromFσF
highSresolutionFcrystσlFstructureRFmodelingRFσndFquσntumFchemicσlFcσlculσtionsTFBioMeddResearchd
InternationalRF2014RFXVWZRFYbcb]c

3 15

433 ’heFnominσntF†oleFofFmhσlcogenFlondingFinFtheFmrystσlFzσckingFofFXnUYnFkromσticsTFAngewandted
ChemieRF2014RFWX]RFWVYVYSWVYV] 3.6 24

432 ’heFnominσntF†oleFofFmhσlcogenFlondingFinFtheFmrystσlFzσckingFofFXnUYnFkromσticsTFAngewandted
ChemiedrdInternationaldEditionRF2014RF[YRFWVWYcSWVWZX 16.4 1

431 ynFtheFimportσnceFσndForiginFofFσromσticFinterσctionsFinFchemistryFσndFbiodisciplinesTFAccountsdofd
ChemicaldResearchRF2013RFZ]RFcXaSY] 24.3 171

430 monvergenceFofFtheFsnterσctionFonergiesFinFxoncovσlentFmomplexesFinFtheFmoupledSmlusterF
wethodsF“pFtoFpullFmonfigurσtionFsnterσctionTFJournaldofdChemicaldTheorydanddComputationRF2013RFcRFYZXVSb6.4 32

429 ’heFσccurσcyFofFquσntumFchemicσlFmethodsFforFlσrgeFnoncovσlentFcomplexesTFJournaldofdChemicald
TheorydanddComputationRF2013RFcRFYY]ZSYYaZ 6.4 223

428 ’heFrelσtiveFrolesFofFelectrostσticsFσndFdispersionFinFtheFstσbilizσtionFofFhσlogenFbondsTFPhysicald
ChemistrydChemicaldPhysicsRF2013RFW[RFWaaZXS[W 3.6 113

427 mompetitionFbetweenFhσlogenRFdihσlogenFσndFhydrogenFbondsFinFbromoSFσndFiodomethσnolF
dimersTFJournaldofdMoleculardModelingRF2013RFWcRFXbacSbY 2 18

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

425 yffSmenterFqσussiσnFpunctionsRFσnFklternσtiveFktomicFyrbitσlFlσsisF‘etFforFkccurσteFxoncovσlentF
snterσctionFmσlculσtionsFofFvσrgeF‘ystemsTFJournaldofdChemicaldTheorydanddComputationRF2013RFcRF[Xc]SYVZ6.4 7
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424
…uσntumFmechσnicsSbσsedFscoringFrσtionσlizesFtheFirreversibleFinσctivσtionFofFpσrσsiticF
‘chistosomσFmσnsoniFcysteineFpeptidσseFbyFvinylFsulfoneFinhibitorsTFJournaldofdPhysicaldChemistrydBRF
2013RFWWaRFWZcaYSbX

3.4 40

423 …wUwwFcσlculσtionsFreveσlFtheFdifferentFnσtureFofFtheFinterσctionFofFtwoFcσrborσneSbσsedF
sulfσmideFinhibitorsFofFhumσnFcσrbonicFσnhydrσseFssTFJournaldofdPhysicaldChemistrydBRF2013RFWWaRFW]Vc]SWVZ3.4 39

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

421 wodulσtionFofFσldoseFreductσseFinhibitionFbyFhσlogenFbondFtuningTFACSdChemicaldBiologyRF2013RFbRFXZbZScX4.9 75

420 …uσntumFwonteFmσrloFwethodsFnescribeFxoncovσlentFsnterσctionsFwithF‘ubchemicσlFkccurσcyTF
JournaldofdChemicaldTheorydanddComputationRF2013RFcRFZXbaScX 6.4 80

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

418 zluggingFtheFexplicitFˇ�SholesFinFmoleculσrFdockingTFChemicaldCommunicationsRF2013RFZcRFcbWSY 5.8 61

417 ‘pinSmrossingFinFσnFyrgσnometσllicFztSlenzeneFmomplexTFJournaldofdChemicaldTheorydandd
ComputationRF2013RFcRFWZ]WSb 6.4 18

416 lσsisF‘etFnependenceFofFsnterσctionFonergiesFmomputedF“singFmompositeFzostSwzXFwethodsTF
JournaldofdChemicaldTheorydanddComputationRF2013RFcRFYYVSa 6.4 11

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

414 kssessingFtheFσccurσcyFσndFperformσnceFofFimplicitFsolventFmodelsFforFdrugFmoleculesdF
conformσtionσlFensembleFσpproσchesTFJournaldofdPhysicaldChemistrydBRF2013RFWWaRF[c[VS]X 3.4 56

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

412
ynFtheFkssociσtionFofFtheFlσseFzσirsFonFtheF‘ilicσF‘urfσceFlσsedFonFpreeFonergyFliσsedFwoleculσrF
nynσmicsF‘imulσtionFσndF…uσntumFwechσnicσlFmσlculσtionsTFJournaldofdPhysicaldChemistrydCRF2013RF
WWaRFWWV]]SWWVa[

3.8 8

411 nifferencesFinFtheFsublimσtionFenergyFofFbenzeneFσndFhexσhσlogenbenzenesFσreFcσusedFbyF
dispersionFenergyTFJournaldofdPhysicaldChemistrydARF2013RFWWaRFZYYWSa 2.8 17

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

409
nescribingFxoncovσlentFsnterσctionsFbeyondFtheFmommonFkpproximσtionsdFrowFkccurσteFssFtheF
HqoldF‘tσndσrdRHFmm‘nN’OFσtFtheFmompleteFlσsisF‘etFvimitiTFJournaldofdChemicaldTheorydandd
ComputationRF2013RFcRFXW[WS[

6.4 305

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

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

Pavel Hobza

8



406 ovσluσtionFofFtheFperformσnceFofFpostSrσrtreeSpockFmethodsFinFtermsFofFintermoleculσrFdistσnceFinF
noncovσlentFcomplexesTFJournaldofdComputationaldChemistryRF2012RFYYRF]cWSZ 3.5 15

405 kdvσncedFmorrectionsFofFrydrogenFlondingFσndFnispersionFforF‘emiempiricσlF…uσntumFwechσnicσlF
wethodsTFJournaldofdChemicaldTheorydanddComputationRF2012RFbRFWZWS[W 6.4 336

404 snterσctionFofFqrσpheneFσndFkrenesFwithFxobleFwetσlsTFJournaldofdPhysicaldChemistrydCRF2012RFWW]RFWZW[WSWZW]X3.8 38

403 kssessmentFofFtheFperformσnceFofFwzXFσndFwzXFvσriσntsFforFtheFtreσtmentFofFnoncovσlentF
interσctionsTFJournaldofdPhysicaldChemistrydARF2012RFWW]RFZW[cS]c 2.8 101

402 ’heFperformσnceFofFwzXT[FσndFwzXT–FmethodsFforFnonequilibriumFgeometriesFofFmoleculσrF
complexesTFPhysicaldChemistrydChemicaldPhysicsRF2012RFWZRFWYWbaScY 3.6 17

401 lenchmσrkFmσlculσtionsFofFxoncovσlentFsnterσctionsFofFrσlogenσtedFwoleculesTFJournaldofd
ChemicaldTheorydanddComputationRF2012RFbRFZXb[ScX 6.4 223

400 punctionσlizσtionFofFgrσphenedFcovσlentFσndFnonScovσlentFσpproσchesRFderivσtivesFσndFσpplicσtionsTF
ChemicaldReviewsRF2012RFWWXRF]W[]SXWZ 68.1 3041

399 kdsorptionFofFyrgσnicFolectronFkcceptorsFonFqrσpheneSlikeFwoleculesdF…uσntumFmhemicσlFσndF
woleculσrFwechσnicσlF‘tudyTFJournaldofdPhysicaldChemistrydCRF2012RFWW]RFX[YXbSX[YY] 3.8 20

398
righlyFcorrelσtedFcσlculσtionsFusingFoptimizedFvirtuσlForbitσlFspσceFwithFcontrolledFσccurσcyTF
kpplicσtionFtoFcounterpoiseFcorrectedFinterσctionFenergyFcσlculσtionsTFInternationaldJournaldofd
QuantumdChemistryRF2012RFWWXRFcZbSc[c

2.1 9

397
kccurσcyFofF‘everσlF•σveFpunctionFσndFnensityFpunctionσlF’heoryFwethodsFforFnescriptionFofF
xoncovσlentFsnterσctionFofF‘σturσtedFσndF“nsσturσtedFrydrocσrbonFnimersTFJournaldofdChemicald
TheorydanddComputationRF2012RFbRFXXbXScX

6.4 47

396 mσlculσtionsFonFnoncovσlentFinterσctionsFσndFdσtσbσsesFofFbenchmσrkFinterσctionFenergiesTF
AccountsdofdChemicaldResearchRF2012RFZ[RF]]YSaX 24.3 160

395 ynFoxtensionFofFtheFmurrentFliomoleculσrFompiricσlFporceFpieldFforFtheFnescriptionFofFrσlogenF
londsTFJournaldofdChemicaldTheorydanddComputationRF2012RFbRFWYX[SYY 6.4 115

394 kFˇ�SstσckedFphenylσcetyleneFdimerTFPhysicaldChemistrydChemicaldPhysicsRF2011RFWYRFW]aV]SWX 3.6 31

393 ’heFcσlculσtionFofFintermoleculσrFinterσctionFenergiesTFAnnualdReportsdondthedProgressdofdChemistryd
SectiondCRF2011RFWVaRFWZb 24

392 rσlogenFbondedFcomplexesFbetweenFvolσtileFσnσestheticsFNchloroformRFhσlothσneRFenflurσneRF
isoflurσneOFσndFformσldehydedFσFtheoreticσlFstudyTFPhysicaldChemistrydChemicaldPhysicsRF2011RFWYRF[WV[SWY3.6 42

391 xonσdiσbσticFdynσmicsFofFurσcildFpopulσtionFsplitFσmongFdifferentFdecσyFmechσnismsTFJournaldofd
PhysicaldChemistrydARF2011RFWW[RF[XZaS[[ 2.8 77

390
’heFxσtureFofFtheFlindingFofFkuRFkgRFσndFzdFtoFlenzeneRFmoroneneRFσndFqrσphenedFpromF
lenchmσrkFmm‘nN’OFmσlculσtionsFtoFzlσneS•σveFnp’FmσlculσtionsTFJournaldofdChemicaldTheorydandd
ComputationRF2011RFaRFYaZYSYa[[

6.4 90

389 ‘]]dFkF•ellSbσlσncedFnσtσbσseFofFlenchmσrkFsnterσctionFonergiesF†elevσntFtoFliomoleculσrF
‘tructuresTFJournaldofdChemicaldTheorydanddComputationRF2011RFaRFXZXaSXZYb 6.4 686
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388 preeSonergyF‘imulσtionsFofFrydrogenFlondingFversusF‘tσckingFofFxucleobσsesFonFσFqrσpheneF
‘urfσceTFJournaldofdPhysicaldChemistrydCRF2011RFWW[RFWcZ[[SWcZ]X 3.8 23

387 mompleteFlσsisF‘etFoxtrσpolσtionFσndFrybridF‘chemesFforFqeometryFqrσdientsFofFxoncovσlentF
momplexesTFJournaldofdChemicaldTheorydanddComputationRF2011RFaRFYcXZSYZ 6.4 20

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

385 ‘trengthFσndFmhσrσcterFofFrσlogenFlondsFinFzroteinâ��vigσndFmomplexesTFCrystaldGrowthdanddDesignRF
2011RFWWRFZXaXSZXab 3.5 76

384 nefinitionFofFtheFhydrogenFbondFNs“zkmF†ecommendσtionsFXVWWOTFPuredanddApplieddChemistryRF2011
RFbYRFW]YaSW]ZW 2.1 1111

383 nefiningFtheFhydrogenFbonddFknFσccountFNs“zkmF’echnicσlF†eportOTFPuredanddApplieddChemistryRF
2011RFbYRFW]WcSW]Y] 2.1 738

382
ynFtheFreliσbilityFofFtheFcorrectedFsemiempiricσlFquσntumFchemicσlFmethodFNzw]SnrXOFforF
σssigningFtheFprotonσtionFstσtesFinFrs”SWFproteσseUinhibitorFcomplexesTFCollectiondofdCzechoslovakd
ChemicaldCommunicationsRF2011RFa]RFZ[aSZac

7

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

380
‘emiempiricσlFquσntumFmechσnicσlFmethodFzw]SnrX–FdescribesFtheFgeometryFσndFenergeticsFofF
muXSinhibitorFcomplexesFinvolvingFhσlogenFbondsFwellRFwhileFtheFempiricσlFpotentiσlFfσilsTFJournaldofd
PhysicaldChemistrydBRF2011RFWW[RFb[bWSc

3.4 75

379 xoncovσlentFinterσctionsFinFbiochemistryTFWileydInterdisciplinarydReviews:dComputationaldMoleculard
ScienceRF2011RFWRFYSWa 7.9 184

378 vigσndFconformσtionσlFσndFsolvσtionUdesolvσtionFfreeFenergyFinFproteinSligσndFcomplexFformσtionTF
JournaldofdPhysicaldChemistrydBRF2011RFWW[RFZaWbSXZ 3.4 22

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

376 ssolσtedFgrσmicidinFpeptidesFprobedFbyFs†FspectroscopyTFChemPhysChemRF2011RFWXRFWbW]SXW 3.2 34

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

374 ’heFchσrgeStrσnsferFstσtesFinFσFstσckedFnucleobσseFdimerFcomplexdFσFbenchmσrkFstudyTFJournaldofd
ComputationaldChemistryRF2011RFYXRFWXWaSXa 3.5 67

373 wzXT–dFσFgenerσlizedFwzXT[FmethodFthσtFproducesFimprovedFbindingFenergiesFwithFsmσllerFbσsisF
setsTFPhysicaldChemistrydChemicaldPhysicsRF2011RFWYRFXWWXWS[ 3.6 40

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

371 ynFtheFroleFofFvondonFdispersionFforcesFinFbiomoleculσrFstructureFdeterminσtionTFJournaldofd
PhysicaldChemistrydBRF2011RFWW[RFbVYbSZ] 3.4 35
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370 oxtrσpolσtionFσndF‘cσlingFofFtheFnp’S‘kz’FsnterσctionFonergiesFtowσrdFtheFlσsisF‘etFvimitTFJournald
ofdChemicaldTheorydanddComputationRF2011RFaRF]b[Sc 6.4 65

369 kutobiogrσphyFofFzσvelFrobzσTFJournaldofdPhysicaldChemistrydARF2011RFWW[RFWWWW[Sb 2.8

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

367 zhotodynσmicsFofFtheFσdenineFmodelFZSσminopyrimidineFembeddedFwithinFdoubleFstrσndFofFnxkTF
CollectiondofdCzechoslovakdChemicaldCommunicationsRF2011RFa]RF]YWS]ZY 10

366
zσrσllelizedFimplementσtionFofFtheFmm‘nN’OFmethodFinFwyvmk‘FusingFoptimizedFvirtuσlForbitσlsF
spσceFσndFmholeskyFdecomposedFtwoSelectronFintegrσlsTFCollectiondofdCzechoslovakdChemicald
CommunicationsRF2011RFa]RFaWYSaZX

25

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

364 ‘tretchedFnxkFinvestigσtedFusingFmoleculσrSdynσmicsFσndFquσntumSmechσnicσlFcσlculσtionsTF
BiophysicaldJournalRF2010RFcbRFWVWSWV 2.9 19

363 noesFstσckingFrestrσinFtheFphotodynσmicsFofFindividuσlFnucleobσsesiTFJournaldofdthedAmericand
ChemicaldSocietyRF2010RFWYXRFbX]WSY 16.4 64

362 onergyFwσtrixFofF‘tructurσllyFsmportσntF‘ideSmhσinU‘ideSmhσinFsnterσctionsFinFzroteinsTFJournaldofd
ChemicaldTheorydanddComputationRF2010RF]RFXWcWSXVY 6.4 22

361
snterσctionsFofFborσnesFσndFcσrborσnesFwithFσromσticFsystemsdFmm‘nN’OFcompleteFbσsisFsetF
cσlculσtionsFσndFnp’S‘kz’FσnσlysisFofFenergyFcomponentsTFJournaldofdPhysicaldChemistrydARF2010RF
WWZRFWWYVZSWW

2.8 28

360 oxperimentσlFσndFtheoreticσlFinvestigσtionFofFtheFσromσticSσromσticFinterσctionFinFisolσtedFcσppedF
dipeptidesTFJournaldofdPhysicaldChemistrydARF2010RFWWZRFXcaYSbX 2.8 49

359 ‘tσbilizσtionFσndFstructureFcσlculσtionsFforFnoncovσlentFinterσctionsFinFextendedFmoleculσrFsystemsF
bσsedFonFwσveFfunctionFσndFdensityFfunctionσlFtheoriesTFChemicaldReviewsRF2010RFWWVRF[VXYS]Y 68.1 666

358 †elσxσtionFmechσnismsFofF“”SphotoexcitedFnxkFσndF†xkFnucleobσsesTFProceedingsdofdthedNationald
AcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF2010RFWVaRFXWZ[YSb 11.5 323

357
kFreliσbleFdockingUscoringFschemeFbσsedFonFtheFsemiempiricσlFquσntumFmechσnicσlFzw]SnrXF
methodFσccurσtelyFcoveringFdispersionFσndFrSbondingdFrs”SWFproteσseFwithFXXFligσndsTFJournaldofd
PhysicaldChemistrydBRF2010RFWWZRFWX]]]Sab

3.4 103

356 ‘pinScomponentFscσledFcoupledSclustersFsinglesFσndFdoublesFoptimizedFtowσrdsFcσlculσtionFofF
noncovσlentFinterσctionsTFPhysicaldChemistrydChemicaldPhysicsRF2010RFWXRFc]WWSZ 3.6 63

355 ‘equenceSdependentFconfigurσtionσlFentropyFchσngeFofFnxkFuponFintercσlσtionTFJournaldofd
PhysicaldChemistrydBRF2010RFWWZRFWYZZ]S[Z 3.4 27

354
mompσrσtiveF‘tudyFofF‘electedF•σveFpunctionFσndFnensityFpunctionσlFwethodsFforFxoncovσlentF
snterσctionFonergyFmσlculσtionsF“singFtheFoxtendedF‘XXFnσtσF‘etTFJournaldofdChemicaldTheorydandd
ComputationRF2010RF]RFXY][Sa]

6.4 194

353
mompσrisonFofFintrinsicFstσckingFenergiesFofFtenFuniqueFdinucleotideFstepsFinFkS†xkFσndFlSnxkF
duplexesTFmσnFweFdetermineFcorrectForderFofFstσbilityFbyFquσntumSchemicσlFcσlculσtionsiTFJournaldofd
PhysicaldChemistrydBRF2010RFWWZRFWWcWSXVY

3.4 87

(2010-2011)

11



352 quσnineSσspσrticFσcidFinterσctionsFprobedFwithFs†S“”FresonσnceFspectroscopyTFPhysicaldChemistryd
ChemicaldPhysicsRF2010RFWXRFY[caS]V[ 3.6 14

351 ’hreeSFσndFfourSbodyFnonσdditivitiesFinFnucleicFσcidFtetrσmersdFσFmm‘nN’OFstudyTFPhysicaldChemistryd
ChemicaldPhysicsRF2010RFWXRFWY]cSab 3.6 27

350 ’heFeffectFofFm[FsubstitutionFonFtheFphotochemistryFofFurσcilTFPhysicaldChemistrydChemicaldPhysicsRF
2010RFWXRFZcXZSYY 3.6 19

349 offectFofFsubstituentsFonFtheFexcitedSstσteFdynσmicsFofFtheFmodifiedFnxkFbσsesF
XRZSdiσminopyrimidineFσndFXR]SdiσminopurineTFPhysicaldChemistrydChemicaldPhysicsRF2010RFWXRF[Ya[Sbb 3.6 25

348
vσrgeSscσleFcompensσtionFofFerrorsFinFpσirwiseSσdditiveFempiricσlFforceFfieldsdFcompσrisonFofF
kwlo†FintermoleculσrFtermsFwithFrigorousFnp’S‘kz’FcσlculσtionsTFPhysicaldChemistrydChemicald
PhysicsRF2010RFWXRFWVZa]ScY

3.6 65

347
†eferenceFwzXUml‘FσndFmm‘nN’OFquσntumSchemicσlFcσlculσtionsFonFstσckedFσdenineFdimersTF
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morrelσtedFσbFinitioFstudyFofFnucleicFσcidFbσsesFσndFtheirFtσutomersFinFtheFgσsFphσseRFinFσF
microhydrσtedFenvironmentFσndFinFσqueousFsolutionTFzσrtFZTF“rσcilFσndFthymineTFPhysicaldChemistryd
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PhysicaldChemistrydARF2005RFWVcRFWWYWS]
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3.9 119
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zotentiσlFonergyF‘urfσceFofFtheFmytosineFnimerd´ FwzXFmompleteFlσsisF‘etFvimitFsnterσctionF
onergiesRFmm‘nN’OFmorrectionF’ermRFσndFmompσrisonFwithFtheFkwlo†FporceFpieldTFJournaldofd
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cσtionFtoFguσnineTFJournaldofdthedAmericandChemicaldSocietyRF2004RFWX]RF]]YSaX
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178 ’heFrSindexFunσmbiguouslyFdiscriminσtesFbetweenFhydrogenFbondingFσndFimproperFblueSshiftingF
hydrogenFbondingTFPhysicaldChemistrydChemicaldPhysicsRF2001RFYRFX[[[SX[[] 3.6 79
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