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31 KineticKModelingKofKuPIKOxidationnKSdTKTheKuIvNbHObwHOHKRadicalKMSoupMaKMoleculartPharmaceutics
XK2021XKdlXKfcfk_fcgm 5.6 5

30 ziveKxegreesKofKSeparationnKwharacterizationKandKTemperatureKStabilityKProfilesKforKtheK
PolymorphsKofKPx_cddlchkKSMoleculeKXXIIITaKCrystaltGrowthtandtDesignXK2021XKedXKggfh_gggg 3.5 1

29 InteractionsKofKWaterKandKulkanesnKModifyingKudditiveKzorceKzieldsKtoKuccountKforKPolarizationK
yffectsaKJournaltoftChemicaltTheorytandtComputationXK2019XKdhXKflhg_flik 6.4 19

28 StructuralKModulationKofKHumanKumylinKProtofilamentsKbyKNaturallyKOccurringKMutationsaKJournalt
oftPhysicaltChemistrytBXK2018XKdeeXKhihk_hiih 3.4 10

27
womparisonKofKudditiveKandKPolarizableKModelsKwithKyxplicitKTreatmentKofKLong_RangeK
Lennard_JonesKInteractionsKUsingKulkaneKSimulationsaKJournaltoftChemicaltTheorytandtComputationXK
2018XKdgXKmgl_mhl

6.4 31

26 uKwomparisonKofKQMbMMKSimulationsKwithKandKwithoutKtheKxrudeKOscillatorKModelKvasedKonK
HydrationKzreeKynergiesKofKSimpleKSolutesaKMoleculesXK2018XKefXK 4.8 23

25
unKystimationKofKHybridKQuantumKMechanicalKMolecularKMechanicalKPolarizationKynergiesKforKSmallK
MoleculesKUsingKPolarizableKzorce_zieldKupproachesaKJournaltoftChemicaltTheorytandtComputationXK
2017XKdfXKikm_imh

6.4 14

24
ubsoluteKbindingKfreeKenergiesKforKocta_acidsKandKguestsKinKSuMPLhKnKyvaluatingKbindingKfreeK
energiesKforKocta_acidKandKguestKcomplexesKinKtheKSuMPLhKblindKchallengeaKJournaltoft
Computer-AidedtMoleculartDesignXK2017XKfdXKdck_ddl

4.2 15

23 MachineKLearningKzorceKzieldKParametersKfromKubKInitioKxataaKJournaltoftChemicaltTheorytandt
ComputationXK2017XKdfXKggme_ghcf 6.4 73

22 MappingKtheKxrudeKpolarizableKforceKfieldKontoKaKmultipoleKandKinducedKdipoleKmodelaKJournaltoft
ChemicaltPhysicsXK2017XKdgkXKdidkce 3.9 32

21 ubsoluteKbindingKfreeKenergyKcalculationsKofKwvwlipKhost_guestKsystemsKinKtheKSuMPLhKblindK
challengeaKJournaltoftComputer-AidedtMoleculartDesignXK2017XKfdXKkd_lh 4.2 9

20 unKefficientKprotocolKforKobtainingKaccurateKhydrationKfreeKenergiesKusingKquantumKchemistryKandK
reweightingKfromKmolecularKdynamicsKsimulationsaKBioorganictandtMedicinaltChemistryXK2016XKegXKgmll_gmmk3.4 14

19
walculatingKdistributionKcoefficientsKbasedKonKmulti_scaleKfreeKenergyKsimulationsnKanKevaluationKofK
MMKandKQMbMMKexplicitKsolventKsimulationsKofKwater_cyclohexaneKtransferKinKtheKSuMPLhK
challengeaKJournaltoftComputer-AidedtMoleculartDesignXK2016XKfcXKmlm_dcci

4.2 20

18 MolecularKMultipoleKPotentialKynergyKzunctionsKforKWateraKJournaltoftPhysicaltChemistrytBXK2016XK
decXKdlff_ge 3.4 9

17 womputationKofKHydrationKzreeKynergiesKUsingKtheKMultipleKynvironmentKSingleKSystemKQuantumK
MechanicalbMolecularKMechanicalKMethodaKJournaltoftChemicaltTheorytandtComputationXK2016XKdeXKffe_gg6.4 36

16 unKempiricalKextrapolationKschemeKforKefficientKtreatmentKofKinducedKdipolesaKJournaltoftChemicalt
PhysicsXK2016XKdghXKdigdcd 3.9 24

15 IsotropicKperiodicKsumKforKmultipoleKinteractionsKandKaKvectorKrelationKforKcalculationKofKtheK
wartesianKmultipoleKtensoraKJournaltoftChemicaltPhysicsXK2016XKdghXKdigddc 3.9 5
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14 vlindKpredictionKofKdistributionKinKtheKSuMPLhKchallengeKwithKQMKbasedKprotomerKandKpKK
correctionsaKJournaltoftComputer-AidedtMoleculartDesignXK2016XKfcXKdclk_ddcc 4.2 24

13 NumericalKstudyKonKtheKpartitioningKofKtheKmolecularKpolarizabilityKintoKfluctuatingKchargeKandK
inducedKatomicKdipoleKcontributionsaKJournaltoftPhysicaltChemistrytAXK2015XKddmXKhlih_le 2.8 36

12 yfficientKtreatmentKofKinducedKdipolesaKJournaltoftChemicaltPhysicsXK2015XKdgfXKckgddh 3.9 34

11 PredictingKhydrationKfreeKenergiesKwithKaKhybridKQMbMMKapproachnKanKevaluationKofKimplicitKandK
explicitKsolvationKmodelsKinKSuMPLgaKJournaltoftComputer-AidedtMoleculartDesignXK2014XKelXKegh_hk 4.2 53

10 Web_basedKcomputationalKchemistryKeducationKwithKwHuRMMingKIInKwoarse_grainedKproteinK
foldingaKPLoStComputationaltBiologyXK2014XKdcXKedccfkfl 5 5

9 unKefficientKalgorithmKforKmultipoleKenergiesKandKderivativesKbasedKonKsphericalKharmonicsKandK
extensionsKtoKparticleKmeshKywaldaKJournaltoftChemicaltPhysicsXK2014XKdgcXKdlgdcd 3.9 41

8 womparingKnormalKmodesKacrossKdifferentKmodelsKandKscalesnKHessianKreductionKversusK
coarse_grainingaKJournaltoftComputationaltChemistryXK2012XKffXKeehc_kh 3.5 12

7 wharacterizationKofKtheKHSiN_HNSiKsystemKinKitsKelectronicKgroundKstateaKJournaltoftChemicaltPhysics
XK2009XKdfcXKdcgfcd 3.9 10

6 waptureKofKhydroxymethyleneKandKitsKfastKdisappearanceKthroughKtunnellingaKNatureXK2008XKghfXKmci_m 50.4 233

5 yfficientKandKaccurateKcharacterizationKofKtheKvergmanKcyclizationKforKseveralKenediynesKincludingK
anKexpandedKsubstructureKofKesperamicinKudaKJournaltoftPhysicaltChemistrytBXK2008XKddeXKdimdk_fg 3.4 14

4 OrthoKeffectKinKtheKvergmanKcyclizationnKelectronicKandKstericKeffectsKinKhydrogenKabstractionKbyK
d_substitutedKnaphthaleneKhXl_diradicalsaKJournaltoftPhysicaltChemistrytAXK2006XKddcXKehdk_ei 2.8 43

3 wwSxSTTXKWdXKandKotherKmodelKchemistryKpredictionsKforKgas_phaseKdeprotonationKreactionsaK
InternationaltJournaltoftQuantumtChemistryXK2006XKdciXKfdee_fdel 2.1 26

2
womparisonKofKmodelKchemistryKandKdensityKfunctionalKtheoryKthermochemicalKpredictionsKwithK
experimentKforKformationKofKionicKclustersKofKtheKammoniumKcationKcomplexedKwithKwaterKandK
ammoniaoKatmosphericKimplicationsaKJournaltoftPhysicaltChemistrytAXK2005XKdcmXKgmch_dc

2.8 46

1
womparisonKofKwvS_QvfXKwvS_uPNOXKGeXKandKGfKthermochemicalKpredictionsKwithKexperimentKforK
formationKofKionicKclustersKofKhydroniumKandKhydroxideKionsKcomplexedKwithKwateraKJournaltoft
ChemicaltPhysicsXK2005XKdeeXKcegfce

3.9 50
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