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74
βtructureUactivityHrelationshipsHofHvalineTHUleucineTHandHphenylalanineHaminoHacidUderivedHsyntheticH
cannabinoidHreceptorHagonistsHrelatedHtoHorpUpργw·oqoTHo≤≤Upργw·oqoTHandHorpU≤dowqoWWHRSCl
MedicinallChemistryTH2022THZ]THZbcUZda

3.5 2

73 onHexperimentalHandHtheoreticalHchargeHdensityHstudyHofHtheophyllineHandHmalonicHacidH
cocrystallizationWHRSClAdvancesTH2022THZ[THZbcdYUZbcea 3.7 1

72 reliveringHanionHtransportersHtoHlipidHbilayersHinHwaterWHOrganiclandlBiomolecularlChemistryTH2021TH
ZfTHfc[aUfc[e 3.9 1

71 ρnderstandingHvygroscopicityHofHγheophyllineHaH·ovelHqocrystalH≤olymorphgHoHqhargeHrensityH
βtudyWHJournalloflPhysicallChemistrylATH2021THZ[bTHfd]cUfdbc 2.8 1

70 αolesHofHhydrophilicHresiduesHinHuopoHbindingHsiteHofHuopoUˇ�ZHreceptorHexplainHtheH
additionXinhibitionHeffectsHofHcompetitiveHligandsWWHNeurochemistrylInternationalTH2021THZb]THZYb[be 4.4 0

69 ··zU]gHoHβyntheticHwntermediateHorHaH·ewHqlassHofHvydroxybenzotriazoleHsstersHwithHqannabinoidH
αeceptorHoctivitymWHACSlChemicallNeuroscienceTH2021THZ[THaY[YUaY]c 5.7 0

68 γheHontifungalHandHβynergisticHsffectHofHpisphosphonatesHinWHAntimicrobiallAgentslandl
ChemotherapyTH2021THcbTH 5.9 1

67 γheHdiscoveryHofHaHpotentHandHselectiveHpyrazoloU[[T]Ue]U[ZT[Ta]UtriazineHcannabinoidHtypeH[HreceptorH
agonistWHEuropeanlJournalloflMedicinallChemistryTH2021TH[ZYTHZZ]Yed 6.8 1

66 onalyzingHvydrationHrifferencesHinHqocrystalH≤olymorphsgHvighUαesolutionHXUrayHwnvestigationHofH
qaffeineâ��ulutaricHocidHqocrystalsWHCrystallGrowthlandlDesignTH2021TH[ZTHaabcUaacd 3.5 2

65 snhancedHskinHretentionHandHpermeationHofHaHnovelHpeptideHviaHstructuralHmodificationTHchemicalH
enhancementTHandHmicroneedlesWHInternationallJournalloflPharmaceuticsTH2021THcYcTHZ[Yece 6.5 1

64 γubulinUpindingH]TbUpisPstyrylQpyrazolesHasHzeadHqompoundsHforHtheHγreatmentHofH
qastrationUαesistantH≤rostateHqancerWHMolecularlPharmacologyTH2020THfdTHaYfUa[[ 4.3 3

63 rrugHγargetsHforHpiologicsH2020THdZUee

62 γricyclicHheterocyclesHdisplayHdiverseHsensitivityHtoHtheHoZadγHγβ≤−HpolymorphismWHEuropeanl
JournalloflMedicinallChemistryTH2020TH[YdTHZZ[d[b 6.8 3

61 –utationsTHsxtroliteH≤rofilesTHandHontifungalHβusceptibilityHinHqlinicalHandHsnvironmentalHwsolatesHofH
theHospergillusHviridinutansHβpeciesHqomplexWHAntimicrobiallAgentslandlChemotherapyTH2019THc]TH 5.9 9

60 resignTHsynthesisHandHevaluationHofHhalogenatedHfuranoneHderivativesHasHquorumHsensingHinhibitorsH
inH≤seudomonasHaeruginosaWHEuropeanlJournalloflPharmaceuticallSciencesTH2019THZaYTHZYbYbe 5.1 16

59 tirstH·ondiscriminatingHγranslocatorH≤roteinHzigandsH≤roducedHfromHaHqarbazoleHβcaffoldWHJournall
oflMedicinallChemistryTH2019THc[THe[]bUe[ae 8.3 12

58 βtrategiesHtoHdevelopHselectiveHqpHreceptorHagonistsHfromHindoleHcarboxamideHsyntheticH
cannabinoidsWHEuropeanlJournalloflMedicinallChemistryTH2019THZeYTH[fZU]Yf 6.8 8
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57 ·ovelHdiagnosticsHforHpointUofUcareHbacterialHdetectionHandHidentificationWWHRSClAdvancesTH2019THfTH[ZaecU[Zafd3.7 29

56 oHβelectiveTHrualHsmissionH˛†UolanineHominopeptidaseHoctivatedHtluorescentH≤robeHforHtheH
retectionHofHTHTHandWHMoleculesTH2019TH[aTH 4.8 2

55 sxploringHtheHpindingHofHparbitalHtoHaHβyntheticH–acrocyclicHαeceptorWHoHqhargeHrensityHβtudyWH
JournalloflPhysicallChemistrylATH2018THZ[[TH]Y]ZU]Yaa 2.8 2

54 ρsingHslectronHrensityHtoH≤redictHβynthonHtormationHinHaHaUvydroxybenzoicHocidgHaTamUpipyridineH
qocrystalWHCrystallGrowthlandlDesignTH2018THZeTHZdecUZdfe 3.5 16

53 –onoclinicH≤aracetamolHvsWH≤aracetamolUaTamUpipyridineHqoUqrystalhHWhatHwsHtheHrifferencemHoH
qhargeHrensityHβtudyWHCrystalsTH2018THeTHac 2.3 6

52 oHlatentHgreenHfluorescentHstyrylcoumarinHprobeHforHtheHselectiveHgrowthHandHdetectionHofHuramH
negativeHbacteriaWHBioorganiclandlMedicinallChemistryTH2018TH[cTHadabUadbY 3.4 5

51 sxploringHtheHβolubilityHofHtheHqarbamazepineâ��βaccharinHqocrystalgHoHqhargeHrensityHβtudyWHCrystall
GrowthlandlDesignTH2018TH 3.5 2

50
βurveillanceHforHazoleHresistanceHinHclinicalHandHenvironmentalHisolatesHofHospergillusHfumigatusHinH
oustraliaHandHcypbZoHhomologyHmodellingHofHazoleUresistantHisolatesWHJournalloflAntimicrobiall
ChemotherapyTH2018THd]TH[]adU[]bZ

5.1 20

49 βtructuralHandHcompositionalHvariationsHofHbasicHquPwwQHchloridesHinHtheHherbertsmithiteHandHgillarditeH
structureHfieldWHMineralogicallMagazineTH2017THeZTHZ[]UZ]a 1.7 3

48 –ethodsHforHtheHdetectionHandHidentificationHofHpathogenicHbacteriagHpastTHpresentTHandHfutureWH
ChemicallSocietylReviewsTH2017THacTHaeZeUae][ 58.5 204

47 oHqarbocyclicHqurcuminHwnhibitsH≤roliferationHofHuramU≤ositiveHpacteriaHbyHγargetingHttsZWH
BiochemistryTH2017THbcTHbZaUb[a 3.2 21

46 αapidHaccessHtoH·UPindolU[UylQamidesHandH·UPindolU]UylQamidesHasHunexploredHpharmacophoresWH
OrganiclandlBiomolecularlChemistryTH2017THZbTHbdcUbeY 3.9 6

45 βpontaneousHodverseHsventHαeportsHossociatedHwithHZolpidemHinHtheHρnitedHβtatesH[YY]U[YZ[WH
JournalloflClinicallSleeplMedicineTH2017THZ]TH[[]U[]a 3.1 35

44 oHnovelHclassHofHthiosemicarbazonesHshowHmultiUfunctionalHactivityHforHtheHtreatmentHofHolzheimerOsH
diseaseWHEuropeanlJournalloflMedicinallChemistryTH2017THZ]fTHcZ[Uc][ 6.8 50

43 onHwnvestigationHofHtheHrifferentialHsffectsHofHρrsaneHγriterpenoidsHfromHqentellaHasiaticaTHandH
γheirHβemisyntheticHonaloguesTHonHuopooHαeceptorsWHChemicallBiologylandlDruglDesignTH2016THeeTH]ecUfd2.9 17

42 wdentificationHofHagentsHtargetingHttsZHassemblyWHFuturelMedicinallChemistryTH2016THeTHZZZZU][ 4.1 20

41 ·ewHrelhiHmetalloU˛†UlactamaseUZgHstructureTHinhibitorsHandHdetectionHofHproducersWHFuturelMedicinall
ChemistryTH2016THeTHff]UZYZ[ 4.1 33

40 wnvestigatingHtheHαoleHofHzoopHqHvydrophilicHαesidueHOγ[aaOHinHtheHpindingHβiteHofHˇ�ZHuopoqH
αeceptorsHviaHβiteH–utationHandH≤artialHogonismWHPLoSlONETH2016THZZTHeYZbccZe 3.7 4
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39 oHcomparisonHofHtheHexperimentalHandHtheoreticalHchargeHdensityHdistributionsHinHtwoHpolymorphicH
modificationsHofHpiroxicamWHPhysicallChemistrylChemicallPhysicsTH2016THZeTH[eeY[U[eeZe 3.6 13

38 onHanalysisHofHtheHexperimentalHandHtheoreticalHchargeHdensityHdistributionsHofHtheH
piroxicamâ��saccharinHcoUcrystalHandHitsHconstituentsWHRSClAdvancesTH2016THcTHeZbdeUeZbfY 3.7 15

37 ˛†UolanylHaminopeptidaseUactivatedHfluorogenicHprobesHforHtheHrapidHidentificationHofH≤seudomonasH
aeruginosaHinHclinicalHsamplesWHRSClAdvancesTH2016THcTHbeeeaUbeeef 3.7 8

36 sffectsHofHbioisostericHfluorineHinHsyntheticHcannabinoidHdesignerHdrugsHxWvUYZeTHo–U[[YZTHραUZaaTH
XzαUZZTH≤pU[[THbtU≤pU[[THo≤wqoTHandHβγβUZ]bWHACSlChemicallNeuroscienceTH2015THcTHZaabUbe 5.7 138

35
qomparisonHofHtemplatesHforHhomologyHmodelHofHˇ�ZHuopoqHreceptorsgH–oreHinsightsHtoHtheH
orthostericHbindingHsiteOsHstructureHandHfunctionalityWHJournalloflMolecularlGraphicslandlModellingTH
2015THc[THa]Ubb

2.8 7

34 wdentificationHofHdualH≤≤oα˛–X˛‡HagonistsHandHtheirHeffectsHonHlipidHmetabolismWHBioorganiclandl
MedicinallChemistryTH2015TH[]THdcdcUea 3.4 11

33 ≤vYγ−γvsαo≤YH≤voα–oq−≤v−αsβHt−αH–ox−αHqszzρzoαHrαρuHγoαusγβH2015TH[ceU]ZZ

32 ≤vYγ−γvsαo≤wsβHoβH·sWHrαρuHβ−ραqsβH2015TH]]YU]cf

31 βtandardisationHofHtheHtosαβHdatabasegHaHsystematicHapproachHtoHmanuallyHrecodingHdrugHnameH
variantsWHPharmacoepidemiologylandlDruglSafetyTH2015TH[aTHd]ZUd 2.6 13

30 βtructureâ��activityHrelationshipsHofHsyntheticHcannabinoidHdesignerHdrugHαqβUaHandHitsHregioisomersH
andHqaHhomologuesWHForensiclToxicologyTH2015TH]]TH]bbU]cc 2.6 23

29 ylebelsbergiteTHβba−aβ−aP−vQ[gHβtabilityHrelationshipsTHformationHinH·atureTHandHrefinementHofHitsH
structureWHAmericanlMineralogistTH2015THZYYTHcY[UcYd 2.9 7

28 sxperimentalHandHtheoreticalHchargeHdensityHdistributionHinH≤igmentHYellowHZYZWHPhysicallChemistryl
ChemicallPhysicsTH2015THZdTHacddUec 3.6 12

27 ≤otentiatingHtheHcellularHtargetingHandHantiUtumorHactivityHofHrpaamγHviaHbindingHtoHhumanHserumH
albumingHtwoHsaturableHmechanismsHofHrpaamγHuptakeHbyHcellsWHOncotargetTH2015THcTHZY]daUfe 3.3 25

26 wnvestigationsHofHamideHbondHvariationHandHbiarylHmodificationHinHanaloguesHofH˛–dHnoqhαHagonistH
βs·Z[]]]WHEuropeanlJournalloflMedicinallChemistryTH2014THeaTH[YYUb 6.8 2

25 γheHmultikinaseHinhibitorHaxitinibHisHaHpotentHinhibitorHofHhumanHqY≤Zo[WHBiochemicallPharmacologyTH
2014THeeTH[abUb[ 6 9

24 γheHdiscoveryHofHnovelHisoflavoneHpanHperoxisomeHproliferatorUactivatedHreceptorHagonistsWH
BioorganiclandlMedicinallChemistryTH2013TH[ZTHdccUde 3.4 19

23 γheHsynthesisHandHpharmacologicalHevaluationHofHadamantaneUderivedHindolesgHcannabimimeticH
drugsHofHabuseWHACSlChemicallNeuroscienceTH2013THaTHZYeZUf[ 5.7 67

22 sxperimentalHandHtheoreticalHchargeHdensityHdistributionHinHaHhostUguestHsystemgHsyntheticH
terephthaloylHreceptorHcomplexedHtoHadipicHacidWHJournalloflPhysicallChemistrylATH2012THZZcTHbcZeU[e 2.8 7
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21 sxperimentalHandHtheoreticalHchargeHdensityHstudiesHofHeUhydroxyquinolineHcocrystallizedHwithH
salicylicHacidWHJournalloflPhysicallChemistrylATH2012THZZcTH]a[YUd 2.8 14

20
uelosaiteTHpi–ocSP[â��bxQ–obScx−dP−vQ´•v[−HPYHâ�⁄HxHâ�⁄HYWaQTHaHnewHmineralHfromHβuHβenargiuHPqoQTH
βardiniaTHwtalyTHandHaHsecondHoccurrenceHfromHyingsgateTH·ewHsnglandTHoustraliaWHAmericanl
MineralogistTH2011THfcTH[ceU[d]

2.9

19
dUvydroxyUbenzopyranUaUoneHderivativesgHaHnovelHpharmacophoreHofHperoxisomeH
proliferatorUactivatedHreceptorHalphaHandHUgammaHP≤≤oαalphaHandHgammaQHdualHagonistsWHJournall
oflMedicinallChemistryTH2009THb[THce]bUbY

8.3 77

18 ·ovelH≤≤oαUgammaHagonistsHidentifiedHfromHaHnaturalHproductHlibrarygHaHvirtualHscreeningTH
inducedUfitHdockingHandHbiologicalHassayHstudyWHChemicallBiologylandlDruglDesignTH2008THdZTHbdUdY 2.9 89

17 sxperimentalHandHtheoreticalHchargeHdensityHdistributionHinHtwoHternaryHcobaltPwwwQHcomplexesHofH
aromaticHaminoHacidsWHJournalloflPhysicallChemistrylATH2007THZZZTHZYZ[]U]] 2.8 17

16 vybridHdensityHfunctionalHtheoryHforHpiUstackingHinteractionsgHapplicationHtoHbenzenesTHpyridinesTH
andHr·oHbasesWHJournalloflComputationallChemistryTH2006TH[dTHafZUbYa 3.5 226

15 ΛuantumUqhemicalHresignHofHqryptandUlikeHritopicHβaltHpindersWHJournalloflChemicallTheorylandl
ComputationTH2006TH[TH]baUc] 6.4 2

14 γUqellHontigenHαeceptorUalphaHqhainHγransmembraneH≤eptidesgHqorrelationHbetweenHβtructureHandH
tunctionWHInternationallJournalloflPeptidelResearchlandlTherapeuticsTH2006THZ[TH[cZU[cd 2.1 12

13 qomparisonHofHtheHstructureHpropertyHrelationshipsHinHzpHfilmsHofHzwitterionicHγq·ΛHadductsWH
JournalloflMaterialslChemistryTH2005THZbTHZa]d 10

12 oHnewHorbitalUbasedHmodelHforHtheHanalysisHofHexperimentalHmolecularHchargeHdensitiesgHanH
applicationHtoHPZQU·UmethylUqUphenylnitroneWHPhysicallChemistrylChemicallPhysicsTH2005THdTHZdd[Ue 3.6 21

11
sxperimentalHchargeHdensityHofHaHpotentialHrv−HsynthetaseHinhibitorgH
dimethylUtransU[UoxohexahydroUpyrimidineUaTcUdicarboxylateWHOrganiclandlBiomolecularlChemistryTH
2005TH]THaaZUd

3.9 14

10 qonformationsTHenergiesTHandHintramolecularHhydrogenHbondsHinHdicarboxylicHacidsgHimplicationsHforH
theHdesignHofHsyntheticHdicarboxylicHacidHreceptorsWHJournalloflComputationallChemistryTH2005TH[cTHZ[]]UaZ3.5 27

9 γheHexperimentalHelectronHdensityHinHpolymorphsHoHandHpHofHtheHantiUulcerHdrugHfamotidineWHActal
CrystallographicalSectionlA:lFoundationslandlAdvancesTH2004THcYTHaeYUd 43

8 sxperimentalHandHγheoreticalHqhargeHrensityHβtudiesHofHγetrafluorophthalonitrileHandH
γetrafluoroisophthalonitrileWHJournalloflPhysicallChemistrylBTH2004THZYeTH]cc]U]cd[ 3.4 43

7 sxperimentalHandHtheoreticalHchargeHdensityHstudyHofHtheHneurotransmitterHtaurineWHChemistrylzlAl
EuropeanlJournalTH2003THfTHZYdbUea 4.8 46

6 γheHelectronHdensityHinHflavonesHwWHpaicaleinWHNewlJournalloflChemistryTH2003TH[dTHZ]f[UZ]fe 3.6 20

5
qrystalHandH–olecularHβtructuresHofHγhreeHβaltsHofH˛�U˛†HZU[qoPαTαU≤icchxnQPαU≤heQ][SHP≤icchxnk·T·H
ZUrwP[U≤icolylQUZT[UriaminocyclohexanehH≤heHkH≤henylalaninatoPZâ��QQWHJournalloflCoordinationl
ChemistryTH2003THbcTH]efU]fb

1.6 5

4 sxperimentalHandHtheoreticalHchargeHdistributionHinHPZQU·UmethylUqUphenylnitroneWHOrganiclandl
BiomolecularlChemistryTH2003THZTHZY]aUaY 3.9 20
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3 XU·HchargeHdensityHanalysisHofHtheHhydrogenHbondingHmotifHinHZUP[UhydroxyUbUnitrophenylQethanoneWH
OrganiclandlBiomolecularlChemistryTH2003THZTHZZfZUe 3.9 36

2 wnsightsHintoHbondingHandHhydrogenHbondHdirectionalityHinHthioacetamideHfromHtheHexperimentalH
chargeHdistributionWHPerkinlTransactionslIIlRSCTH2002TH[]bU[]f 19

1 qalculationHofHtheHhydrophobicityHofHplatinumHdrugsWHJournalloflMedicinallChemistryTH2001THaaTHad[Ua 8.3 75
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