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109
βhysicsZbasedKproteinZstructureKpredictionKusingKaKhierarchicalKprotocolKbasedKonKtheKUNδvπKforceK
fieldkKassessmentKinKtwoKblindKtests[KProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitedn
StatesnofnAmericaXK2005XKbacXKhfehZfc

11.5 120

108 wreeKenergiesKofKhydrationKofKsoluteKmolecules[Kb[KzmprovementKofKtheKhydrationKshellKmodelKbyK
exactKcomputationsKofKoverlappingKvolumes[KThenJournalnofnPhysicalnChemistryXK1987XKjbXKebafZebaj 118

107 rdditivityKofKatomicKstaticKpolarizabilitiesKandKdispersionKcoefficients[KTheoreticanChimicanActaXK1982
XKgbXKebZei 111

106 rbKinitioK−αKandKdensityKfunctionalKstudiesKonKtransKandKcisKconformersKofKNZmethylacetamide[K
ComputationalnandnTheoreticalnChemistryXK2001XKfegXKbidZbjd 92

105 wreeKenergiesKofKhydrationKofKsoluteKmolecules[Ke[KδevisedKtreatmentKofKtheKhydrationKshellKmodel[K
ThenJournalnofnPhysicalnChemistryXK1988XKjcXKehdjZehec 87

104 βositionalKpreferenceKofKprolineKinKalphaZhelices[KProteinnScienceXK1999XKiXKbejcZj 6.3 81

103 tonformationalKpreferencesKofKnonZprolylKandKprolylKresidues[KJournalnofnPhysicalnChemistrynBXK2006XK
bbaXKcbddiZei 3.4 73

102 wreeKenergiesKofKhydrationKofKsoluteKmolecules[Kd[KrpplicationKofKtheKhydrationKshellKmodelKtoK
chargedKorganicKmolecules[KThenJournalnofnPhysicalnChemistryXK1987XKjbXKebbiZebca 73

101 znternalKrotationKaboutKtheKtâ��NKbondKofKamides[KComputationalnandnTheoreticalnChemistryXK2004XK
ghgXKbhbZbhg 65

100 tisZtransKisomerizationKandKpuckeringKofKprolineKresidue[KBiophysicalnChemistryXK2004XKbbbXKbdfZec 3.5 63

99 wreeKenergiesKofKhydrationKofKsoluteKmolecules[Kc[KrpplicationKofKtheKhydrationKshellKmodelKtoK
nonionicKorganicKmolecules[KThenJournalnofnPhysicalnChemistryXK1987XKjbXKebajZebbh 61

98 zmideKtisâ��TransKzsomerizationKofKNZrcetylZNâ��ZmethylprolineamideKandKπolventKvffects[KJournalnofn
PhysicalnChemistrynAXK1999XKbadXKfedgZfedj 2.8 57

97 βseudorotationKinKheterocyclicKfiveZmemberedKringskKtetrahydrofuranKandKpyrrolidine[K
ComputationalnandnTheoreticalnChemistryXK1996XKdgjXKbfhZbgf 46

96 rssessmentKofKdensityKfunctionalsKwithKlongZrangeKand]orKempiricalKdispersionKcorrectionsKforK
conformationalKenergyKcalculationsKofKpeptides[KJournalnofnComputationalnChemistryXK2010XKdbXKcjbfZcd 3.5 44

95 tonformationalKpreferencesKofKprolineKoligopeptides[KJournalnofnPhysicalnChemistrynBXK2006XKbbaXKbhgefZff3.4 43

94 tisâ��TransKzsomerizationKandKβuckeringKofKβseudoprolineKuipeptides[KJournalnofnPhysicalnChemistrynB
XK2002XKbagXKcaheZcaic 3.4 41

93 WhichKwunctionalKwormKzsKrppropriateKforKyydrogenKsondKofKrmidesp[KJournalnofnPhysicalnChemistryn
BXK2000XKbaeXKidcbZidcg 3.4 41
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92 rbKznitioK−olecularKαrbitalKtalculationsKonK·owZvnergyKtonformersKofK
NZrcetylZNâ��Zmethylprolineamide[KThenJournalnofnPhysicalnChemistryXK1996XKbaaXKbbfijZbbfjf 40

91 rbKinitioKandKuwTKconformationalKstudyKofKprolineKdipeptide[KComputationalnandnTheoreticaln
ChemistryXK2004XKghfXKdhZef 37

90 δingKwlipKofKβrolineKδesidueKviaKtheKTransitionKπtateKwithKanKvnvelopeKtonformation[KJournalnofn
PhysicalnChemistrynBXK2004XKbaiXKfegdZfegf 3.4 36

89 ThiazoleZbasedK˛‡ZbuildingKblocksKasKreverseZturnKmimeticKtoKdesignKaKgramicidinKπKanaloguekK
conformationalKandKbiologicalKevaluation[KChemistryn-nAnEuropeannJournalXK2014XKcaXKghbdZca 4.8 35

88 rKpseudrotationKmodelKandKringZpuckeringKofKcyclopentane[KComputationalnandnTheoreticaln
ChemistryXK1996XKdgcXKcedZcff 35

87 βuckeringKtransitionKofKprolineKresidueKinKwater[KJournalnofnPhysicalnChemistrynBXK2007XKbbbXKbaffaZg 3.4 34

86 rssessmentKofKttπuSTTXK−βcXKuwTZuXKtsπZγsdXKandKxeS−βcTKmethodsKforKconformationalKstudyKofK
alanineKandKprolineKdipeptides[KChemicalnPhysicsnLettersXK2014XKgaaXKbbcZbbh 2.5 30

85 tonformationalKpreferencesKandKp–SaTKvalueKofKselenocysteineKresidue[KBiopolymersXK2011XKjfXKdefZfd 2.2 30

84 zntrinsicKTorsionalKβotentialKβarametersKforKtonformationalKrnalysisKofKβeptidesKandKβroteins[KThen
JournalnofnPhysicalnChemistryXK1996XKbaaXKbffiiZbffji 29

83 tonformationalKpreferencesKofKprolineKanaloguesKwithKdifferentKringKsize[KJournalnofnPhysicaln
ChemistrynBXK2007XKbbbXKdejgZfah 3.4 28

82 rKwastK−ethodKforKtalculatingKxeometryZuependentKNetKrtomicKthargesKforKβolypeptides[KJournaln
ofnPhysicalnChemistrynBXK2001XKbafXKdgceZdgde 3.4 26

81 tonformationalKpreferenceKandKcisZtransKisomerizationKofKeSδTZsubstitutedKprolineKresidues[KJournaln
ofnPhysicalnChemistrynBXK2006XKbbaXKbjbfZch 3.4 25

80 ueterminationKofKNonbondedKβotentialKβarametersKforKβeptides[KThenJournalnofnPhysicalnChemistryXK
1995XKjjXKbdabjZbdach 25

79 bc]baZyelicalK˛†ZβeptideKwithKuynamicKwoldingKβropensitykKtoexistenceKofKδightZKandK·eftZyandedK
yelicesKinKanKvnantiomericKwoldamer[KJournalnofnthenAmericannChemicalnSocietyXK2016XKbdiXKbddjaZbddjf 16.4 24

78 tonformationalKpreferenceKandKcisZtransKisomerizationKofKeZmethylprolineKresidues[KBiopolymersXK
2011XKjfXKfbZgb 2.2 24

77 βuckeringKtransitionKofKeZsubstitutedKprolineKresidues[KJournalnofnPhysicalnChemistrynBXK2005XKbajXKbgjicZh3.4 24

76 ·ocalKcontrolKofKtheKcisZtransKisomerizationKandKbackboneKdihedralKanglesKinKpeptidesKusingK
trifluoromethylatedKpseudoprolines[KJournalnofnPhysicalnChemistrynBXK2012XKbbgXKeagjZhj 3.4 22

75 tonformationalKpreferencesKandKcisZtransKisomerizationKofKazaprolineKresidue[KJournalnofnPhysicaln
ChemistrynBXK2007XKbbbXKfdhhZif 3.4 21
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74 tonformationalKpreferencesKofKpseudoprolineKresidues[KJournalnofnPhysicalnChemistrynBXK2007XKbbbXKbcffbZgc3.4 19

73 cisKâ��KtransKzsomerizationKofKNKZacetylZKNKpZmethylamidesKofKfZmethylprolineKandKfXfZdimethylproline[K
ComputationalnandnTheoreticalnChemistryXK2002XKfifXKcajZccb 19

72 rbKinitioKconformationalKstudyKofKNZacetylZ·ZprolineZNRXNRZdimethylamidekKaKmodelKforKpolyproline[K
BiophysicalnChemistryXK2005XKbbdXKjdZbab 3.5 19

71 tomparativeKconformationalKstudyKofKNZacetylZNpZmethylprolineamideKwithKdifferentKbasisKsets[K
ComputationalnandnTheoreticalnChemistryXK2002XKfjdXKffZge 18

70 tomputationallyKdesignedK˛†ZturnKfoldamersKofK˛‡ZpeptidesKbasedKonK
cZSaminomethylTcyclohexanecarboxylicKacid[KBiopolymersXK2012XKjhXKbabiZcf 2.2 17

69 tonformationalKpreferencesKofK˛‡ZaminobutyricKacidKinKtheKgasKphaseKandKinKwater[KJournalnofn
MolecularnStructureXK2012XKbaceXKbgdZbgj 3.4 16

68 rlteringKtheKtyclizationK−odeskKTemperatureZuependentKzntramolecularKhZvndoZuigKvsKgZvndoZuigK
vlectrophilicKδingKtlosures[KOrganicnLettersXK2017XKbjXKbeheZbehh 6.2 15

67 TheKtripleKhelicalKstructureKandKstabilityKofKcollagenKmodelKpeptideKwithKeSπTZhydroxyprolylZβroZxlyK
units[KBiopolymersXK2012XKjiXKbbbZcb 2.2 15

66 TransitionKofKprolylKpuckeringKinKaKmodelKofKpolyproline[KComputationalnandnTheoreticalnChemistryXK
2005XKhbiXKbhZcb 15

65 δemoteKπtereoinductiveKzntramolecularKNitrileKαxideKtycloadditionkKrsymmetricKTotalKπynthesisK
andKπtructureKδevisionKofKSZTZbb˛†Zyydroxycurvularin[KJournalnofnOrganicnChemistryXK2016XKibXKcgbcZh 4.2 14

64 βreferredKconformationsKofKδxuXKtetrapeptidesKtoKinhibitKtheKbindingKofKfibrinogenKtoKplatelets[K
BiopolymersXK2002XKgdXKcjiZdbd 2.2 14

63 βuckeringKtransitionsKofKpseudoprolineKresidues[KBiopolymersXK2009XKjbXKeeeZff 2.2 13

62 tonformationalKpreferencesKandKcisZtransKisomerizationKofK·ZlacticKacidKresidue[KJournalnofnPhysicaln
ChemistrynBXK2008XKbbcXKjbcgZde 3.4 13

61 tonformationalKstudyKofKtheKdinucleotideKdxpdtpZtetrapeptideKrlaeKcomplex[KMacromoleculesXK
1984XKbhXKbdiZbeh 5.5 13

60 βrospectKofKThiazoleZbasedK˛‡ZβeptideKwoldamersKinKvnamineKtatalysiskKvxplorationKofKtheK
NitroZ−ichaelKrddition[KChemistryn-nAnEuropeannJournalXK2019XKcfXKhdjgZheab 4.8 12

59 tonformationalKpreferencesKandKprolylKcisZtransKisomerizationKofKphosphorylatedKπer]ThrZβroK
motifs[KBiopolymersXK2010XKjdXKddaZj 2.2 12

58 rnKefficientKmethodKforKcalculatingKatomicKchargesKofKpeptidesKandKproteinsKfromKelectronicK
populations[KJournalnofnPhysicalnChemistrynBXK2008XKbbcXKfehaZi 3.4 12

57 ueterminationKofKβotentialKβarametersKforKrminoKrcidKZwitterions[KThenJournalnofnPhysicaln
ChemistryXK1996XKbaaXKbhghaZbhghh 12
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56 rKmechanisticKstudyKsupportsKaKtwoZstepKmechanismKforKpeptideKbondKformationKonKtheKribosome[K
PhysicalnChemistrynChemicalnPhysicsXK2013XKbfXKbejdbZf 3.6 11

55 tonformationKandKhydrationKofKacetylcholine[KJournalnofnMolecularnStructureXK1992XKcgjXKcdbZceb 3.4 11

54 tonformationalKpreferencesKofKXZβroKsequenceskKrlaZβroKandKribZβroKmotifs[KJournalnofnPhysicaln
ChemistrynBXK2010XKbbeXKbeahhZig 3.4 10

53 tonformationKandKhydrationKofKaspartame[KInternationalnJournalnofnPeptidenandnProteinnResearchXK
1991XKdiXKhjZid 10

52 tonformationalKpreferencesKandKcisZtransKisomerizationKofK·ZdXeZdehydroprolineKresidue[K
BiopolymersXK2009XKjcXKdihZji 2.2 10

51 tonformationalKpreferencesKandKp–aKvalueKofKcysteineKresidue[KJournalnofnPhysicalnChemistrynBXK
2008XKbbcXKbbbijZjd 3.4 10

50 πtrengthKofKty´•´•´•ˇ�KinteractionsKinKtheKtZterminalKsubdomainKofKvillinKheadpiece[KBiopolymersXK2012XK
jhXKhhiZii 2.2 9

49 tonformationalKstudyKofKasialoZx−bKSxrbTKganglioside[KBiopolymersXK1997XKecXKbjZdf 2.2 9

48 tonformationalKβreferencesKofKxlycerolKinKtheKxasKβhaseKandKinKWater[KBulletinnofnthenKoreann
ChemicalnSocietyXK2012XKddXKjbhZjce 1.2 9

47 tKδibbonZ·ikeKπtructuresKinKyybridKβeptidesKrlternatingK˛–ZKandKThiazoleZsasedK˛‡ZrminoKrcids[K
Chemistryn-nAnEuropeannJournalXK2017XKcdXKbhfieZbhfjb 4.8 8

46 tonformationalKpreferencesKofKhelixKfoldamersKofK˛‡ZpeptidesKbasedKonK
cZSaminomethylTcyclohexanecarboxylicKacid[KBiopolymersXK2014XKbabXKihZjf 2.2 8

45 tonformationalKstudyKofKtrinucleosideKtetraphosphateKdSptpxptpTkKTransitionKofKrightZhandedK
formKtoKleftZhandedKform[KBiopolymersXK1984XKcdXKfbbZfdg 2.2 8

44 βropensitiesKofKpeptidesKcontainingKtheKrsnZxlyKsegmentKtoKformK˛†ZturnKandK˛†ZhairpinKstructures[K
BiopolymersXK2016XKbafXKgfdZge 2.2 8

43 yelixKfoldamersKofK˛‡ZpeptidesKbasedKonKcZaminocyclohexylaceticKacidkKaKcomputationalKstudy[KNewn
JournalnofnChemistryXK2014XKdiXKjgg 3.6 7

42 tonformationalKpreferencesKofKtheKcZmethylprolineKresidueKandKitsKroleKinKstabilizingK˛†ZturnKandK
polyprolineKzzKstructuresKofKpeptides[KNewnJournalnofnChemistryXK2014XKdiXKcidb 3.6 7

41 yelixKfoldamersKofK˛‡ZpeptidesKbasedKonKcZaminocyclopentylaceticKacid[KNewnJournalnofnChemistryXK
2015XKdjXKdcebZdcej 3.6 7

40 tonformationalKpreferencesKofKeZchloroprolineKresidues[KBiopolymersXK2012XKjhXKgcjZeb 2.2 7

39 tonformationalKstudyKonKprolineZcontainingKtripeptidesKofKribonucleaseKTb[KThenJournalnofnPhysicaln
ChemistryXK1993XKjhXKjceiZjcfi 7
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38 TailoringKtheKβhysicochemicalKβropertiesKofKrntimicrobialKβeptidesKontoKaKThiazoleZsasedK˛‡ZβeptideK
woldamer[KJournalnofnMedicinalnChemistryXK2020XKgdXKjbgiZjbia 8.3 7

37 WhichKuwTKlevelsKofKtheoryKareKappropriateKinKpredictingKtheKprolylKcisâ��transKisomerizationKinK
solutionp[KNewnJournalnofnChemistryXK2019XKedXKbhbfjZbhbhd 3.6 7

36 sindingKfreeKenergiesKofKinhibitorsKtoKironKporphyrinKcomplexKasKaKmodelKforKtytochromeKβefa[K
BiopolymersXK2012XKjhXKcbjZci 2.2 6

35 rssessmentKofKttπuSTTXK−βcXKandKuwTKmethodsKforKtheKcalculationsKofKstructuresKandKinteractionK
energiesKofKtheKpeptideKbackboneKwithKwaterKmolecules[KChemicalnPhysicsnLettersXK2017XKgihXKcdZda 2.5 6

34 rKhistidineKsubstitutionKconfersKmetalKbindingKaffinityKtoKaKπchistosomaKjaponicumKxlutathioneK
πZtransferase[KProteinnExpressionnandnPurificationXK2010XKhdXKheZh 2 6

33 βreferredKconformationsKofKaKlinearKδxuKtripeptide[KChemicalnBiologynandnDrugnDesignXK2000XKfgXKdgaZhc 6

32 rbKinitioK−αKstudyKonKmodelKcompoundsKofKmalonylZtorkKmalonicKacidKandKmalonylKmethylKsulfide[K
ComputationalnandnTheoreticalnChemistryXK1996XKdgjXKbefZbfg 6

31 ·owZenergyKconformationsKofKtwoKlysineZcontainingKtetrapeptidesKofKcollagenkKimplicationsKforK
posttranslationalKlysineKhydroxylation[KBiopolymersXK1987XKcgXKbhibZi 2.2 6

30 vxploringKconformationalKpreferencesKofKalanineKtetrapeptideKbyKttπuSTTXK−βcXKandK
dispersionZcorrectedKuwTKmethods[KChemicalnPhysicsnLettersXK2018XKhacXKgjZhf 2.5 6

29 tonformationalKpreferencesKofKtaurineKinKtheKgasKphaseKandKinKwater[KComputationalnandn
TheoreticalnChemistryXK2013XKbacfXKiZbf 2 5

28 rllylicKrzideKδearrangementsKznvestigatedKbyKuensityKwunctionalKTheoryKtalculations[KBulletinnofn
thenKoreannChemicalnSocietyXK2017XKdiXKbebjZbecg 1.2 5

27 znfluenceKofKsubstituentsKonKconformationalKpreferencesKofKhelixKfoldamersKofK˛‡Zdipeptides[K
BiopolymersXK2014XKbabXKbahhZih 2.2 5

26 βreferredKconformationsKofKcyclicKrcZtysZβroZXaaZtysZNy−eKpeptideskKaKmodelKforKchainKreversalK
andKactiveKsiteKofKdisulfideKoxidoreductase[KBiophysicalnChemistryXK2003XKbafXKijZbae 3.5 5

25 tonformationKandKsweetKtastesKofK·ZaspartylKdipeptideKmethylKesters[KBiopolymersXK1994XKdeXKbadhZei 2.2 5

24 βuckeringKtransitionsKinKcyclohexanekKδevisited[KChemicalnPhysicsnLettersXK2018XKhacXKicZij 2.5 5

23 tonformationalKpreferencesKandKantimicrobialKactivitiesKofKalkanediols[KComputationalnandn
TheoreticalnChemistryXK2015XKbageXKbfZce 2 4

22 tonformationalKpreferencesKofK˛†ZsheetKstructuresKinKcyclopropaneZcontainingK˛‡Zpeptides[KNewn
JournalnofnChemistryXK2015XKdjXKegeaZegeg 3.6 4

21 tonformationalKpreferencesKofKNZmethoxycarbonylKprolineKdipeptide[KJournalnofnComputationaln
ChemistryXK2009XKdaXKbbbgZch 3.5 4
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20
rbKznitioK−olecularKαrbitalKtalculationsKonKNZ˛†Z−ercaptoethylacetamideKandKztsKuerivativesKasK
−odelKtompoundsKofKtoenzymeKrKStorTXKrcetylZtorXKandK−alonylZtor[KJournalnofnPhysicaln
ChemistrynBXK1997XKbabXKhaabZhaag

3.4 4

19 tonformationalKanalysisKofKpolyScZhydroxyethylKmethacrylateT[KJournalnofnPolymernSciencenPartnAXK
1991XKcjXKdjdZdji 2.5 3

18 tonformationalKanalysisKofKsomeKantibacterialKagentKeZaminodiphenylKsulfones[KArchivesnofn
PharmacalnResearchXK1990XKbdXKedZfa 6.1 3

17 tonformationalKpreferencesKofKcationicK˛†ZpeptideKinKwaterKstudiedKbyKttπuSTTXK−βcXKandKuwTK
methods[KHeliyonXK2020XKgXKeaehcb 3.6 3

16 −echanisticKstudyKofKhemicucurbit[g]urilKformationKbyKstepZgrowthKoligomerizationKandKendZtoZendK
cyclization[KChemicalnPhysicsnLettersXK2017XKggjXKjcZji 2.5 2

15 αrganocatalyticKrsymmetricKrdditionKofKrldehydeKtoKNitroolefinKbyKyZdZβroZβroZxluZNykKrK
−echanisticKπtudy[KACSnOmegaXK2019XKeXKiigcZiihd 3.9 2

14 yairpinKformationKpromotedKbyKtheKheterochiralKdinipecoticKacidKsegmentkKrKuwTKstudy[K
BiopolymersXK2015XKbadXKgajZbh 2.2 2

13 tonformationKandKactivityKofKWycZβroZ·euZxlyZNycKandKitsKanaloguesKmodifiedKatKtheKleucylKresidue[K
InternationalnJournalnofnPeptidenandnProteinnResearchXK1995XKegXKdibZja 2

12 vffectsKofKisostericKsubstitutionsKonKtheKconformationalKpreferenceKandKcisâ��transKisomerizationKofK
prolineZcontainingKpeptides[KNewnJournalnofnChemistryXK2017XKebXKgfjdZggag 3.6 1

11 δeplyKtoKMcommentKonKRbindingKfreeKenergiesKofKinhibitorsKtoKironKporphyrinKcomplexKasKaKmodelKforK
cytochromeKβefaRM[KBiopolymersXK2012XKjhXKgejZfa 2.2 1

10
TheKrateKenhancementKforKprolylKcisZtoZtransKisomerizationKofKcyclicKtβwtKpeptideKisKcausedKbyKanK
increaseKinKtheKvibrationalKentropyKofKtheKtransitionKstate[KJournalnofnPhysicalnChemistrynBXK2008XK
bbcXKdcihZj

3.4 1

9 πemiempiricalK−αKstudyKonKmalonylZtor[KβartKc[K−alonylZr−β[KComputationalnandnTheoreticaln
ChemistryXK1996XKdgfXKcabZcaj 1

8 vxploringKyelicalKwoldingKinKαligomersKofKtyclopentaneZsasedKpZrminoKrcidskKrKtomputationalK
πtudy[[KChemistryOpenXK2022XKecacbaacfd 2.3 1

7 tonformationalKβreferencesKofKtyclopentaneZsasedKαligoZ˛·ZpeptidesKinKtheKxasKβhaseKandKinK
πolution[KChemPlusChemXK2021XKigXKfddZfdj 2.8 1

6 βuckeringKtransitionKofKtheKprolineKresidueKalongKtheKpseudorotationalKpathkKrevisited[KNewnJournaln
ofnChemistryXK2021XKefXKjhiaZjhjd 3.6 1

5 δeagentZfreeKintramolecularKhydrofunctionalizationkKaKregioselectiveKgZendoZdigKcyclizationKofK
oZalkynoylphenols[KGreennChemistryXK2022XKceXKcdhgZcdie 10 1

4 β−wwkKuevelopmentKofKaKβhysicsZsasedK−olecularKworceKwieldKforKβroteinKπimulationKandK·igandK
uocking[KJournalnofnPhysicalnChemistrynBXK2020XKbceXKjheZjij 3.4 0

3 βropensitiesKtoKformKtheK˛†ZturnKandK˛†ZhairpinKstructuresKofKuZβroZxlyKandKribZuZrlaKcontainingK
peptideskKaKcomputationalKstudy[KNewnJournalnofnChemistryXK2016XKeaXKifgfZifhi 3.6 0
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2 βrolineKpuckeringKandKcisZtransKisomerizationKofKprolineZcontainingKpeptidesK2002XKecaZecb

1 vxploringKyelicalKwoldingKinKαligomersKofKtyclopentaneZsasedKpZrminoKrcidskKrKtomputationalK
πtudy[[KChemistryOpenXK2022XKbbXKecaccaaadf 2.3
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