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k Paper IF Citations

119 üoftwareKforKtheKfrontiersKofKquantumKchemistrymKtnKoverviewKofKdevelopmentsKinKtheKäYvhemKgK
packageZKJournaleofeChemicalePhysicsWK2021WKcggWKbkfkbc 3.9 115

118 v ü– K–echanisticKPredictionKofKPassiveK–embraneKPermeabilityKforK—eutralKvompoundsKandKIonsK
andKItsKp|KwependenceZKJournaleofePhysicaleChemistryeBWK2020WKcdfWKeefeYeegf 3.4 11

117 v ü– YöüKbasedKpredictionsKforKtheKüt–P”hKlogPKchallengeZKJournaleofeComputersAidedeMoleculare
DesignWK2020WKefWKekgYeld 4.2 17

116 wöσzKü ”σuI”I−YWKöxtv−I —K−|xö– wY—t–IvüWKt—wKv YvöYü−t”Küvöxx—I—zK2019WKfhiYflc 2

115 v ü– plexmKselfYconsistentKsimulationKofKselfYorganizingKinhomogeneousKsystemsKbasedKonK
v ü– YöüZKPhysicaleChemistryeChemicalePhysicsWK2019WKdcWKlddgYldek 3.6 9

114
–echanisticKskinKpenetrationKmodelKbyKtheKv ü– permKmethodmKöoutesKofKpermeationWKvehicleK
effectsKandKskinKvariationsKinKtheKhealthyKandKcompromisedKskinZKComputationaleToxicologyWK2019WK
ccWKgbYhf

3.1 11

113 tbKinitioKpredictionKofKstructuringamesoscaleKinhomogeneitiesKinKsurfactantYfreeKmicroemulsionsK
andKhydrogenYbondingYfreeKmicroemulsionsZKPhysicaleChemistryeChemicalePhysicsWK2019WKdcWKkbgfYkbhh 3.6 8

112 PredictionKofKPartitionKvoefficientsKofKxnvironmentalK−oxinsKσsingKvomputationalKvhemistryK
–ethodsZKACSeOmegaWK2019WKfWKceiidYceikc 3.9 15

111 −heKv ü– KandKv ü– YöüKsolvationKmodelsZKWileyeInterdisciplinaryeReviews:eComputationale
MoleculareScienceWK2018WKkWKeceek 7.9 108

110 vocrystalK−ernaryKPhaseKwiagramsKfromKwensityKyunctionalK−heoryKandKüolvationK−hermodynamicsZK
CrystaleGrowtheandeDesignWK2018WKckWKghbbYghbk 3.5 14

109 tKrefinedKcavityKconstructionKalgorithmKforKtheKconductorYlikeKscreeningKmodelZKJournaleofe
ComputationaleChemistryWK2018WKelWKchfkYchgg 3.5 18

108 v ü– YöümKyromKäuantumKvhemistryKtoKyluidKPhaseK−hermodynamicsZKComputereAidedeChemicale
EngineeringWK2018WKfeWKl 0.6 2

107 —ewK–olecularKwescriptorsKtoKIdentifyKüurfactantsKandKüolubilizersKfromKxlectronKwensityK
wistributionsZKJournaleofeSurfactantseandeDetergentsWK2018WKddWKcbel 1.9 2

106
|ighY−hroughputKücreeningKofKWorkingKyluidsKforKtheK rganicKöankineKvycleKS övTKuasedKonK
vonductorYlikeKücreeningK–odelKforKöealisticKüolvationKSv ü– YöüTKandK−hermodynamicKProcessK
üimulationsZKIndustrialelamp;eEngineeringeChemistryeResearchWK2017WKghWKikkYilk

3.9 19

105 –ultiYcriteriaKevaluationKofKseveralKmillionKworkingKfluidsKforKwasteKheatKrecoveryKbyKmeansKofK
 rganicKöankineKvycleKinKpassengerKcarsKandKheavyYdutyKtrucksZKAppliedeEnergyWK2017WKdbhWKkkiYkll 10.7 35

104 PredictionKofKcyclohexaneYwaterKdistributionKcoefficientsKwithKv ü– YöüKonKtheKüt–P”gKdataKsetZK
JournaleofeComputersAidedeMoleculareDesignWK2016WKebWKlglYlhi 4.2 40

103 —ewKwevelopmentsKinKPredictionKofKüolidYütateKüolubilityKandKvocrystallizationKσsingKv ü– YöüK
−heoryK2016WKdccYdee 8
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102 v ü– YöüKforKaqueousKsolvationKandKinterfacesZKFluidePhaseeEquilibriaWK2016WKfbiWKcgdYcgk 2.5 58

101 vomputationalKücreeningKofKwrugKüolvatesZKPharmaceuticaleResearchWK2016WKeeWKdilfYkbf 4.5 23

100
äuantumKchemicalKinsightsKintoKtheKdependenceKofKporphyrinKbasicityKonKtheKmesoYarylK
substituentsmKthermodynamicsWKbucklingWKreactionKsitesKandKmolecularKflexibilityZKPhysicaleChemistrye
ChemicalePhysicsWK2015WKciWKcfblhYcbh

3.6 27

99 üolubilityKpredictionWKsolvateKandKcocrystalKscreeningKasKtoolsKforKrationalKcrystalKengineeringZK
JournaleofePharmacyeandePharmacologyWK2015WKhiWKkbeYcc 4.8 68

98 vommentKonKâ��PhaseKuehaviorKofK−ernaryK–ixturesKofKWaterâ��Vanillinâ��xthanolKforKVanillinKxxtractionK
viaKwissipativeKParticleKwynamicsâ��ZKJournaleofeChemicalelamp;eEngineeringeDataWK2015WKhbWKefeiYefek 2.8 1

97 tKvomprehensiveKvomparisonKofKtheKIxyPv–KandKüüSVTPxKvontinuumKüolvationK–ethodsKwithKtheK
v ü– KtpproachZKJournaleofeChemicaleTheoryeandeComputationWK2015WKccWKfddbYg 6.4 155

96 tdvancesKinKmolecularKquantumKchemistryKcontainedKinKtheKäYvhemKfKprogramKpackageZKMoleculare
PhysicsWK2015WKcceWKckfYdcg 1.7 2068

95 PredictingKylashKPointsKofKPureKvompoundsKandK–ixturesKwithKv ü– YöüZKIndustrialelamp;e
EngineeringeChemistryeResearchWK2015WKgfWKcdlifYcdlkb 3.9 10

94 valculationKofKsolvationKfreeKenergiesKwithKwv ü– YöüZKJournaleofePhysicaleChemistryeAWK2015WKcclWKgfelYfg2.8 48

93 PredictionKofKüolubilitiesKandKPartitionKvoefficientsKinKPolymersKσsingKv ü– YöüZKIndustrialelamp;e
EngineeringeChemistryeResearchWK2014WKgeWKccfikYccfki 3.9 47

92 vommentKonKâ��tnKImprovementKtoKv ü– YütvKforKPredictingK−hermodynamicKPropertiesâ��ZK
Industrialelamp;eEngineeringeChemistryeResearchWK2014WKgeWKklegYkleg 3.9 1

91 yirstYPrinciplesKPredictionKofK”iquida”iquidKInterfacialK−ensionZKJournaleofeChemicaleTheoryeande
ComputationWK2014WKcbWKefbcYk 6.4 47

90 vonsiderationKofKdimerizationKforKpropertyKpredictionKwithKv ü– YöüYwtöxZKFluidePhaseeEquilibriaWK
2014WKekdWKklYll 2.5 11

89 PredictionKofKPhospholipidYWaterKPartitionKvoefficientsKofKIonicK rganicKvhemicalsKσsingKtheK
–echanisticK–odelKv ü– micZKJournaleofePhysicaleChemistryeBWK2014WKcckWKcfkeeYfd 3.4 70

88 PredictionKofKfreeKenergiesKofKhydrationKwithKv ü– YöüKonKtheKüt–P”fKdataKsetZKJournaleofe
ComputersAidedeMoleculareDesignWK2014WKdkWKchlYie 4.2 18

87 ewYäütöKreloadedmK penewt”Iz—KmeetsKv ü– sarewZKJournaleofeCheminformaticsWK2013WKgWK 8.6 78

86 vommentKonKMvomputationalKstudiesKonKorganicKreactivityKinKionicKliquidsMKbyKvZKvhiappeKandKvZKüZK
PomelliWKPhysZKvhemZKvhemZKPhysZWKdbceWKcgWKfcdZKPhysicaleChemistryeChemicalePhysicsWK2013WKcgWKcccelYfb3.6

85 InterpretationKofKexperimentalKhydrogenYbondKenthalpiesKandKentropiesKfromKv ü– KpolarisationK
chargeKdensitiesZKPhysicaleChemistryeChemicalePhysicsWK2013WKcgWKicfiYgf 3.6 32

(2013-2016)
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84 v ü– simewKforKdrugYsimilarityWKalignmentWKandKmolecularKfieldKanalysisZKJournaleofe
CheminformaticsWK2012WKfWK 8.6 1

83
öeliableKäuantumKvhemicalKPredictionKofKtheK”ocalizedawelocalizedKvharacterKofK rganicK
–ixedYValenceKöadicalKtnionsZKyromKvontinuumKüolventK–odelsKtoKwirectYv ü– YöüZKJournaleofe
ChemicaleTheoryeandeComputationWK2012WKkWKfcklYdbe

6.4 70

82
v ü– quickmKtK—ovelKInterfaceKforKyastKˇ�YProfileKvompositionKandKItsKtpplicationKtoKv ü– YöüK
üolventKücreeningKσsingK–ultipleKöeferenceKüolventsZKIndustrialelamp;eEngineeringeChemistrye
ResearchWK2012WKgcWKcfebeYcfebk

3.9 34

81
vommentKonKâ��vomparisonKofKtheKaKPrioriKv ü– YöüK–odelsKandKzroupKvontributionK–ethodsmK
 riginalKσ—IytvWK–odifiedKσ—IytvSwoTWKandK–odifiedKσ—IytvSwoTKvonsortiumâ��ZKIndustrialelamp;e
EngineeringeChemistryeResearchWK2012WKgcWKcegekYcegfb

3.9 4

80 v ü– sarewmKmolecularKfieldKanalysisKbasedKonKlocalKv ü– Kˇ�YprofilesZKJournaleofeChemicale
InformationeandeModelingWK2012WKgdWKdcgiYhf 6.1 26

79 v ü– simewmKewYsimilarityKandKalignmentKbasedKonKv ü– KpolarizationKchargeKdensitiesZKJournale
ofeChemicaleInformationeandeModelingWK2012WKgdWKdcflYgh 6.1 14

78 PolarizationKchargeKdensitiesKprovideKaKpredictiveKquantificationKofKhydrogenKbondKenergiesZK
PhysicaleChemistryeChemicalePhysicsWK2012WKcfWKlggYhe 3.6 43

77 öationalKcoformerKorKsolventKselectionKforKpharmaceuticalKcocrystallizationKorKdesolvationZKJournale
ofePharmaceuticaleSciencesWK2012WKcbcWKehkiYli 3.9 114

76 PredictionKofKfreeKenergiesKofKhydrationKwithKv ü– YöüKonKtheKüt–P”eKdataKsetZKJournaleofe
ComputersAidedeMoleculareDesignWK2012WKdhWKhhlYie 4.2 11

75 PredictionKofKtheKtemperatureKdependenceKofKaKpolyetherâ��waterKmixtureKusingKv ü– thermZKFluide
PhaseeEquilibriaWK2011WKecbWKiYcb 2.5 16

74
IonicKliquidsmKpredictionsKofKphysicochemicalKpropertiesKwithKexperimentalKandaorKwy−YcalculatedK
”yxöKparametersKtoKunderstandKmolecularKinteractionsKinKsolutionZKJournaleofePhysicaleChemistryeBWK
2011WKccgWKhbfbYgb

3.4 49

73 −heKv ü– KandKv ü– YöüKsolvationKmodelsZKWileyeInterdisciplinaryeReviews:eComputationale
MoleculareScienceWK2011WKcWKhllYibl 7.9 459

72 wrugKüolubilityKandKöeactionK−hermodynamicsK2010WKfgiYfih 4

71 −owardsKaKfirstKprinciplesKpredictionKofKp“KamKv ü– YöüKandKtheKclusterYcontinuumKapproachZK
MolecularePhysicsWK2010WKcbkWKddlYdfc 1.7 79

70 v ü– YöümKanKalternativeKtoKsimulationKforKcalculatingKthermodynamicKpropertiesKofKliquidK
mixturesZKAnnualeRevieweofeChemicaleandeBiomoleculareEngineeringWK2010WKcWKcbcYdd 8.9 339

69 vommentKonKtheKcorrectKuseKofKcontinuumKsolventKmodelsZKJournaleofePhysicaleChemistryeAWK2010WK
ccfWKceffdYf 2.8 326

68 v ü– YöüKasKaKtoolKforKpropertyKpredictionKofKI”Kmixturesâ��tKreviewZKFluidePhaseeEquilibriaWK2010WK
dlfWKecYek 2.5 297

67 üomeKconclusionsKregardingKtheKpredictionsKofKtautomericKequilibriaKinKsolutionKbasedKonKtheK
üt–P”dKchallengeZKJournaleofeComputersAidedeMoleculareDesignWK2010WKdfWKhdcYg 4.2 11
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66 ulindKpredictionKtestKofKfreeKenergiesKofKhydrationKwithKv ü– YöüZKJournaleofeComputersAidede
MoleculareDesignWK2010WKdfWKegiYhb 4.2 34

65 PredictingKtheKcriticalKmicelleKconcentrationsKofKaqueousKsolutionsKofKionicKliquidsKandKotherKionicK
surfactantsZKChemistryeseAeEuropeaneJournalWK2009WKcgWKkkkbYg 4.8 37

64 PredictionKofKacidityKinKacetonitrileKsolutionKwithKv ü– YöüZKJournaleofeComputationaleChemistryWK
2009WKebWKillYkcb 3.5 140

63 PredictionKorKpartitionKcoefficientsKandKactivityKcoefficientsKofKtwoKbranchedKcompoundsKusingK
v ü– thermZKFluidePhaseeEquilibriaWK2009WKdkgWKcgYck 2.5 49

62 v ü– YöüKasKaKPredictiveK−oolKforK”ipophilicityZKQSAReandeCombinatorialeScienceWK2009WKdkWKkifYkii 25

61 vommentKonKâ��−owardsKtheKdevelopmentKofKtheoreticallyKcorrectKliquidKactivityKcoefficientKmodelsâ��ZK
JournaleofeChemicaleThermodynamicsWK2009WKfcWKcecdYcece 2.9 2

60  nKtheKperformanceKofKcontinuumKsolvationKmethodsZKtKcommentKonKMσniversalKapproachesKtoK
solvationKmodelingMZKAccountseofeChemicaleResearchWK2009WKfdWKfklYldnKdiscussionKfleYi 24.3 152

59 PredictionKofKtheKfreeKenergyKofKhydrationKofKaKchallengingKsetKofKpesticideYlikeKcompoundsZKJournale
ofePhysicaleChemistryeBWK2009WKcceWKfgbkYcb 3.4 66

58 ylˆ…ssigKvorhergesagtZKNachrichteneAuseDereChemieWK2008WKghWKcbefYcbeh 0.1

57
ProbingKcarboxylateKzibbsKtransferKenergiesKviaKliquid|liquidKtransferKatKtripleKphaseKboundaryK
electrodesmKionYtransferKvoltammetryKversusKv ü– YöüKpredictionsZKPhysicaleChemistryeChemicale
PhysicsWK2008WKcbWKeldgYee

3.6 32

56 vommentKonKâ��öefinementKofKv ü– â��ütvKandKtheKtpplicationsâ��ZKIndustrialelamp;eEngineeringe
ChemistryeResearchWK2008WKfiWKcegcYcegd 3.9 2

55
v ü– micmKaKmechanisticKapproachKtoKtheKcalculationKofKmembraneYwaterKpartitionKcoefficientsK
andKinternalKdistributionsKwithinKmembranesKandKmicellesZKJournaleofePhysicaleChemistryeBWK2008WK
ccdWKcdcfkYgi

3.4 101

54 uutadieneKPurificationKσsingKPolarKüolventsZKtnalysisKofKüolutionK—onidealityKσsingKwataKandK
xstimationK–ethodsZKIndustrialelamp;eEngineeringeChemistryeResearchWK2008WKfiWKfllhYgbbf 3.9 16

53 vommentsKonKâ��PerformanceKofKv ü– YöüKwithKüigmaKProfilesKfromKwifferentK–odelKvhemistriesâ��ZK
Industrialelamp;eEngineeringeChemistryeResearchWK2008WKfiWKlkiYlkk 3.9 4

52
vommentKonKâ��vomparisonKofKPredictivitiesKofK”ogKPKvalculationK–odelsKuasedKonKxxperimentalK
wataKforKcefKüimpleK rganicKvompoundsâ��KbyKYZKüakurataniWK“ZK“asaiWKYZK—oguchiWKandKJZKYamadaWK
äütöKvombZKüciZKdbbiWKdhWKcblâ��cchZKQSAReandeCombinatorialeScienceWK2008WKdiWKdedYdee

3

51 ValidationKofKtheKv ü– YöüKelectrostaticsKbyK–onteYvarloKsimulationsZKFluidePhaseeEquilibriaWK2007WK
dhcWKchdYchi 2.5 5

50
PredictionKofKtheKvaporKpressureKandKvaporizationKenthalpyKofK
cYnYalkylYeYmethylimidazoliumYbisYStrifluoromethanesulfonylTKamideKionicKliquidsZKPhysicaleChemistrye
ChemicalePhysicsWK2007WKlWKfhgeYh

3.6 74

49 üolubilityKofKsodiumKdiclofenacKinKdifferentKsolventsZKFluidePhaseeEquilibriaWK2007WKdhcWKcfbYcfg 2.5 33

(2007-2010)
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48 PredictionWKfineKtuningWKandKtemperatureKextrapolationKofKaKvaporKliquidKequilibriumKusingK
v ü– thermZKFluidePhaseeEquilibriaWK2007WKdhbWKckeYckl 2.5 26

47 vhallengeKofKwrugKüolubilityKPredictionZKMethodseandePrincipleseineMedicinaleChemistryWK2007WKdkeYecc 0.4 4

46 −hermochemistryKofKvhlorobenzenesKandKvhlorophenolsmKKtmbientK−emperatureKVaporKPressuresK
andKxnthalpiesKofKPhaseK−ransitionsZKJournaleofeChemicalelamp;eEngineeringeDataWK2007WKgdWKfllYgcb 2.8 47

45 PredictionKofKbloodYbrainKpartitioningKandKhumanKserumKalbuminKbindingKbasedKonKv ü– YöüK
sigmaYmomentsZKJournaleofeChemicaleInformationeandeModelingWK2007WKfiWKddkYee 6.1 44

44 tccurateKpredictionKofKbasicityKinKaqueousKsolutionKwithKv ü– YöüZKJournaleofeComputationale
ChemistryWK2006WKdiWKccYl 3.5 127

43
vommentKonKâ��tpplicationKofKtheKv ü– YütvYuPKüolvationK–odelKtoKPredictionsKofK—ormalKuoilingK
−emperaturesKforKxnvironmentallyKüignificantKüubstancesâ��ZKIndustrialelamp;eEngineeringeChemistrye
ResearchWK2006WKfgWKeihhYeihh

3.9 2

42 v ü– simmKbioisostericKsimilarityKbasedKonKv ü– YöüKsigmaKprofilesZKJournaleofeChemicale
InformationeandeModelingWK2006WKfhWKcbfbYge 6.1 20

41
valculationKofKsolventKshiftsKonKelectronicKgYtensorsKwithKtheKconductorYlikeKscreeningKmodelK
Sv ü– TKandKitsKselfYconsistentKgeneralizationKtoKrealKsolventsKSdirectKv ü– YöüTZKJournaleofe
PhysicaleChemistryeAWK2006WKccbWKddegYfg

2.8 520

40 σseKofKsurfaceKchargesKfromKwy−KcalculationsKtoKpredictKintestinalKabsorptionZKJournaleofeChemicale
InformationeandeModelingWK2005WKfgWKceeiYfd 6.1 18

39 v ü– fragmKaKnovelKtoolKforKhighYthroughputKtw–xKpropertyKpredictionKandKsimilarityKscreeningK
basedKonKquantumKchemistryZKJournaleofeChemicaleInformationeandeModelingWK2005WKfgWKcchlYii 6.1 69

38
vommentsKonKâ��PerformanceKofKaKvonductorY”ikeKücreeningK–odelKforKöealKüolventsK–odelKinK
vomparisonKtoKvlassicalKzroupKvontributionK–ethodsâ��ZKIndustrialelamp;eEngineeringeChemistrye
ResearchWK2005WKffWKibfdYibfd

3.9 7

37 Vaporâ��liquidKequilibriumKpredictionKatKhighKpressuresKusingKactivityKcoefficientsKatKinfiniteKdilutionK
fromKv ü– YtypeKmethodsZKFluidePhaseeEquilibriaWK2005WKdecWKdecYdek 2.5 34

36 –olecularKüimilarityKüearchingKσsingKv ü– KücreeningKvhargesKSv ü– aePPTZKLectureeNoteseine
ComputereScienceWK2005WKcigYckg 0.9 1

35 vhallengesKinKthermodynamicsZKChemicaleEngineeringeandeProcessing:eProcesseIntensificationWK2004WK
feWKddcYdek 3.7 34

34
üolventKeffectsKinKelectronicallyKexcitedKstatesKusingKtheKcontinuumKsolvationKmodelKv ü– KinK
combinationKwithKmultireferenceKconfigurationKinteractionKwithKsinglesKandKdoublesKS–öYvIüwTZK
TheoreticaleChemistryeAccountsWK2004WKcccWKikYkl

1.9 46

33 PredictionKofKvaporKliquidKequilibriaKusingKv ü– thermZKFluidePhaseeEquilibriaWK2004WKdciWKgeYgi 2.5 46

32
vommentKonKâ��tKcriticalKassessmentKonKtwoKpredictiveKmodelsKofKbinaryKvaporâ��liquidKequilibriumâ��KbyK
–ZK—eimanWK|ZKvhengWKVZKParekhWKuZKPetersonKandK“ZK“lierWKPhysZKvhemZKvhemZKPhysZWKdbbfWKhWKefifZK
PhysicaleChemistryeChemicalePhysicsWK2004WKhWKgbkcYgbkc

3.6 4

31 PredictionKofKhalocarbonKthermodynamicsKwithKv ü– YöüZKFluidePhaseeEquilibriaWK2003WKdcbWKcciYcfc 2.5 16
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30 PredictionKofKtheKmutualKsolubilitiesKofKhydrocarbonsKandKwaterKwithKv ü– YöüZKFluidePhasee
EquilibriaWK2003WKdbhWKddeYdeg 2.5 89

29
yirstKPrinciplesKvalculationsKofKtqueousKp“aKValuesKforK rganicKandKInorganicKtcidsKσsingK
v ü– YöüKöevealKanKInconsistencyKinKtheKülopeKofKtheKp“aKücaleZKJournaleofePhysicaleChemistryeAWK
2003WKcbiWKlekbYh

2.8 236

28 PredictionKofKInfiniteKwilutionKtctivityKvoefficientsKofK rganicKvompoundsKinKIonicK”iquidsKσsingK
v ü– YöüZKJournaleofeChemicalelamp;eEngineeringeDataWK2003WKfkWKfigYfil 2.8 196

27 yastKsolventKscreeningKviaKquantumKchemistrymKv ü– YöüKapproachZKAICHEeJournalWK2002WKfkWKehlYekg 3.6 1127

26 σseKofKv ü– YöüKforKtheKpredictionKofKadsorptionKequilibriaZKAICHEeJournalWK2002WKfkWKcbleYcbll 3.6 45

25 v ü– üPtvxmKtlternativeKtoKconventionalKactivityYcoefficientKmodelsZKAICHEeJournalWK2002WKfkWKdeedYdefl3.6 114

24 PredictionKofKaqueousKsolubilityKofKdrugsKandKpesticidesKwithKv ü– YöüZKJournaleofeComputationale
ChemistryWK2002WKdeWKdigYkc 3.5 188

23 PredictionKofKsoilKsorptionKcoefficientsKwithKaKconductorYlikeKscreeningKmodelKforKrealKsolventsZK
EnvironmentaleToxicologyeandeChemistryWK2002WKdcWKdghdYdghh 3.8 29

22 vommentsKonKâ��tKPrioriKPhaseKxquilibriumKPredictionKfromKaKüegmentKvontributionKüolvationK
–odelâ��ZKIndustrialelamp;eEngineeringeChemistryeResearchWK2002WKfcWKdeebYdeec 3.9 14

21 tKcomparisonKbetweenKtheKtwoKgeneralKsetsKofKlinearKfreeKenergyKdescriptorsKofKtbrahamKandK
“lamtZKJournaleofeChemicaleInformationeandeComputereSciencesWK2002WKfdWKcedbYec 102

20 v ü– YöümKaKnovelKviewKtoKphysiologicalKsolvationKandKpartitionKquestionsZKJournaleofe
ComputersAidedeMoleculareDesignWK2001WKcgWKeggYhg 4.2 100

19 ValidationKofKtheKv ü– YöüK–ethodm´ KüixKuinaryKüystemsZKIndustrialelamp;eEngineeringeChemistrye
ResearchWK2001WKfbWKdeicYdeik 3.9 34

18 v ü– YöümKaKnovelKandKefficientKmethodKforKtheKaKprioriKpredictionKofKthermophysicalKdataKofK
liquidsZKFluidePhaseeEquilibriaWK2000WKcidWKfeYid 2.5 855

17 v ü– KImplementationKinK−σöu – ”xmKxxtensionKofKanKefficientKquantumKchemicalKcodeKtowardsK
liquidKsystemsZKPhysicaleChemistryeChemicalePhysicsWK2000WKdWKdckiYdcle 3.6 523

16 InsightKintoKvhemicalKöeactionsKfromKyirstYPrinciplesKüimulationsmKK−heK–echanismKofKtheKzasYPhaseK
öeactionKofK |KöadicalsKwithK“etonesZKJournaleofePhysicaleChemistryeAWK1998WKcbdWKehcfYehci 2.8 30

15 öefinementKandKParametrizationKofKv ü– YöüZKJournaleofePhysicaleChemistryeAWK1998WKcbdWKgbifYgbkg 2.8 1292

14 yirstKprinciplesKimplementationKofKsolventKeffectsKwithoutKoutlyingKchargeKerrorZKJournaleofe
ChemicalePhysicsWK1997WKcbhWKhhddYhhee 3.9 177

13 −reatmentKofKtheKoutlyingKchargeKinKcontinuumKsolvationKmodelsZKJournaleofeChemicalePhysicsWK1996WK
cbgWKllidYllkc 3.9 691

(1996-2003)
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12 xstimationKofKgasYphaseKhydroxylKradicalKrateKconstantsKofKoxygenatedKcompoundsKbasedKonK
molecularKorbitalKcalculationsZKChemosphereWK1996WKedWKiciYidh 8.4 55

11 valculationKofKσVaVisKüpectraKinKüolutionZKTheeJournaleofePhysicaleChemistryWK1996WKcbbWKeeflYeege 208

10 vonductorYlikeKücreeningK–odelKforKöealKüolventsmKtK—ewKtpproachKtoKtheKäuantitativeKvalculationK
ofKüolvationKPhenomenaZKTheeJournaleofePhysicaleChemistryWK1995WKllWKdddfYddeg 2806
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