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131 k†zsxdGknGνllGspinGscνtteringGcodeGforGνtomâ��moleculeGrovibrνtionνllyGinelνsticGcrossGsectionsVG
ComputerjPhysicsjCommunicationsTG2008TGYacTGbZYUb[b 4.2 36

130 ThreeUdimensionνlGreνctiveGsurfνcesGforGtheGvirZSGsystemdGνnGνnνlysisGofGνccurνteGνbGinitioGresultsVG
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97 {uenchingGofGvibrνtionνllyGexcitedGmyP˛‰gZQGmoleculesGbyGultrνUcoldGcollisionsGwithG]reGνtomsVG
ChemicaljPhysicsjLettersTG2002TG[^[TGYZaUY[X 2.5 20
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nimerGpormνtionVGACSjOmegaTG2018TG[TGYX^bcUYX_XX 3.9 15
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77 momputedGorientνtionνlGνnisotropyGνndGvibrνtionνlGcouplingsGforGtheGvirGSGrGinterνctionGpotentiνlVG
EuropeanjPhysicaljJournaljDTG2001TGY^TG[ZYU[Zc 1.3 14

76
monformνtionνlGmhνngeGinGtheGwechνnismGofGsnclusionGofGuetoprofenGinG˛†UmyclodextrindGxw}G
†pectroscopyTGkbGsnitioGmνlculνtionsTGwoleculνrGnynνmicsG†imulνtionsTGνndGzhotoreνctivityVGJournalj
ofjPhysicaljChemistryjBTG2016TGYZXTGYX__bUYX_ab

3.4 14

75 †tructurνlGpeνturesGofGmholiniumGlνsedGzroticGsonicGviquidsGthroughGwoleculνrGnynνmicsVGJournaljofj
PhysicaljChemistryjBTG2019TGYZ[TG^^_bU^^a_ 3.4 13

74 mhνrgeGexchνngeGinGcollisionsGofGberylliumGwithGitsGionVGPhysicaljChemistryjChemicaljPhysicsTG2011TG
Y[TGYcXZ_U[^ 3.6 13

73 “ibrνtionνlGcoolingGofGspinUstretchedGdimerGstνtesGbyGreGbufferGgνsdGquνntumGcνlculνtionsGforGviZPνG
[†igmνPuQSQGνtGultrνlowGenergiesVGJournaljofjChemicaljPhysicsTG2008TGYZbTGZZ][YZ 3.9 13

72 sonicGinterνctionsGνndGcollisionGdynνmicsGinGcoldGtrνpsdGrotνtionνlGquenchingGofGyrâ��PY˛£SQGbyG}bPZ†QVG
EuropeanjPhysicaljJournaljDTG2008TG]cTGb^UcZ 1.3 13

71 yrâ��P–Y˛£SQGcollisionsGwith]rePY†QGνtGvνnishingGenergiesdGνGquνntumGνnνlysisGofGrotνtionνlG
quenchingGefficiencyVGJournaljofjPhysicsjB:jAtomicvjMolecularjandjOpticaljPhysicsTG2006TG[cTG†YZX[U†YZY[ 1.3 13

70 TestingGvνnGderG”ννlsGinterνctionsGwithGquνntumGdynνmicsdG}epulsiveGνnisotropyGνndGwellGdepthGinG
theGvirSreGsystemVGJournaljofjChemicaljPhysicsTG2000TGYY[TGYYXaYUYYXab 3.9 13

69 knionGrecognitionGbyGurνnylUsνlophenGderivνtivesGνsGprobedGbyGinfrνredGmultipleGphotonG
dissociνtionGspectroscopyGνndGνbGinitioGmodelingVGChemistryjwjAjEuropeanjJournalTG2014TGZXTGYYab[UcZ 4.8 12

68 {uenchingGofGmoleculνrGionsGbyGreGbufferGloνdingGνtGultrνlowGenergiesdGrotνtionνlGcoolingGofG
yrSP[˛£UQGfromGquνntumGcνlculνtionsVGEuropeanjPhysicaljJournaljDTG2007TG]]TG_^UaZ 1.3 12

67 wicrosolvνtionGofGvirSGinGheliumGclustersdGmνnyUbodyGeffectsGνndGνdditivityGmodelsGforGtheG
interνctionGforcesVGJournaljofjPhysicaljChemistryjATG2005TGYXcTG]Z^ZU_X 2.8 12

66 kdνptiveGclusteringGofGνGquνntumGsolventdGtheGvirSGcνtionGinGbosonicGheliumGfromGstochνsticG
cνlculνtionsVGEuropeanjPhysicaljJournaljDTG2006TG]XTG[aaU[b^ 1.3 12

65 }otνtionνlGcoolingGofGviGZGPY˛£GgGSQGmoleculesGbyGultrνcoldGcollisionsGwithGνGheliumGgνsGbufferVG
TheoreticaljChemistryjAccountsTG2004TGYYZTGZ_[ 1.9 12

64 mollisionνlGmoolingGofGzolνrGniνtomicsGinG[reGνndG]reGlufferGqνsdGGkG{uνntumGmνlculνtionGνtG
UltrνlowGonergiesâ� VGJournaljofjPhysicaljChemistryjATG2003TGYXaTGa[ZbUa[[_ 2.8 12

63 mholiniumGνminoGνcidUbνsedGionicGliquidsVGBiophysicaljReviewsTG2021TGY[TGY]aUY_X 3.7 12

62 kdenosineGmonophosphνteGrecognitionGbyGzincâ��sνlophenGcomplexesdGs}wznGspectroscopyGνndG
quνntumGmodelingGstudyVGJournaljofjMolecularjSpectroscopyTG2017TG[[^TGYXbUYY_ 1.3 11

61 onergeticsGνndGstructuresGofGchνrgedGheliumGclustersdGcompνringGstνbilitiesGofGdimerGνndGtrimerG
cνtionicGcoresVGChemPhysChemTG2008TGcTGZ_YbUZ] 3.2 11
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efficiencyVGPhysicaljReviewjATG2007TGa_TG 2.6 11
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59 xeutrνlGνndGionicGdopνntsGinGheliumGclustersdGinterνctionGforcesGforGtheGνndGcomplexesVGMolecularj
PhysicsTG2005TGYX[TG[ZZ[U[Z[Y 1.7 11
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interνctingGwithG]reVGEuropeanjPhysicaljJournaljDTG2007TG]^TGZ_aUZaZ 1.3 10

55 sonicGreνctionsGinGreGnνnodropletsdGtheG−virre]SGcomplexGνndGitsGpossibleGenergyGpνthwνysGintoG
productsGfromGνbGinitioGcνlculνtionsVGJournaljofjChemicaljPhysicsTG2005TGYZZTGZZ][YZ 3.9 10

54 †tructurνlGpeνturesGofGTriethylνmmoniumGkcetνteGthroughGwoleculνrGnynνmicsVGMoleculesTG2020TG
Z^TG 4.8 9

53 zrobingGtheGcompetitionGνmongGdifferentGcoordinνtionGmotifsGinGmetνlUciprofloxνcinGcomplexesG
throughGs}wznGspectroscopyGνndGnpTGcνlculνtionsVGInorganicjChemistryTG2013TG^ZTGYX[UYZ 5.1 9

52 ssomerizνtionGpνtternsGνndGprotonGtrνnsferGinGionicGliquidsGconstituentsGνsGprobedGbyGνbUinitioG
computνtionVGJournaljofjMolecularjLiquidsTG2018TGZ]cTGYXa^UYXbZ 6 8

51 mollisionνlGquenchingGofGrotνtionsGinGlithiumGdimersGbyGultrνcoldGheliumdGtheGviZPν[†igmνGuSQGνndG
viZSP–Z†igmνGgSQGtνrgetsVGJournaljofjChemicaljPhysicsTG2007TGYZaTGZ]][Y^ 3.9 8

50 kssessingGtheG†tructureGofGzroticGsonicGviquidsGlνsedGonGTriethylνmmoniumGνndGyrgνnicGkcidG
knionsVGJournaljofjPhysicaljChemistryjBTG2021TGYZ^TGZabYUZacZ 3.4 8

49 “ibrνtionνlGsignνturesGofGcurcuminOsGchelνtionGinGcopperPssQGcomplexesdGknGνpprνisνlGbyGs}wznG
spectroscopyVGJournaljofjChemicaljPhysicsTG2019TGY^XTGY_^YXY 3.9 7

48 kbGsnitioGwoleculνrGnynνmicsG†tudyGofGzhosphoUkminoGkcidUlνsedGsonicGviquidsdGpormνtionGofG
 witterionicGknionsGinGtheGzresenceGofGkcidicG†ideGmhνinsVGJournaljofjPhysicaljChemistryjBTG2020TGYZ]TGYc^^UYc_]3.4 7

47
†tructurνlGflexibilityGνndGroleGofGvicinνlGZUthienylGringsGinGZT[UdicyνnoU^T_UdiPZUthienylQUYT]UpyrνzineTG
−PmxQZThZzyz]TGitsGpνllνdiumPssQGcomplexG−PmxQZThZzyzPzdmlZQZ]TGνndGtheGrelνtedGpentνmetνllicG
pyrνzinoporphyrνzinesG−PzdmlZQ]ThbTzyzzzw]GPwGgGwgPssQPrZyQTG nPssQQVGInorganicjChemistryTG2011TG
^XTGYZYY_UZ^

5.1 7

46 †izeUdependentGsolvνtionGofGpUrPZQGinGP]QreGclustersdGνGquνntumGwonteGmνrloGνnνlysisVGJournaljofj
ChemicaljPhysicsTG2009TGY[XTGXc]cX_ 3.9 7

45 {uenchingGefficiencyGofGâ��hotIGpolνrGmoleculesGbyGreGbufferGgνsGνtGultrνlowGenergiesdGquνntumG
resultsGforGwgrGνndGvirGrotνtionsVGEuropeanjPhysicaljJournaljDTG2008TG]bTGa^UbZ 1.3 7

44 }ecoveryGofGnucleνseGproducedGbyGvνctococcusGlνctisGusingGexpνndedGbedGionGexchνngeG
chromνtogrνphyVGBiotechnologyjLettersTG2006TGZbTGYX[[Uc 3 7

43 myGmνptureGinGsonicGviquidsGlνsedGonGkminoGkcidGknionsG”ithGzroticG†ideGmhνinsdGνGmomputνtionνlG
kssessmentGofGuineticνllyGofficientG}eνctionGwechνnismsVGChemistryOpenTG2020TGcTGYY^[UYY_X 2.3 7

42 }eνctiveGpνthwνysGtowνrdGpνrνsiticGreleνseGofGsingletGoxygenGinGmetνlUνirGbνtteriesVGNpjj
ComputationaljMaterialsTG2021TGaTG 10.9 7
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41 xνphthνlenophνneGformνldehydeGνcetνlsGνsGcνndidνteGstructuresGforGtheGgenerνtionGofGdynνmicG
librνriesGviνGtrνnsνcetνlνtionGprocessesVGTetrahedronTG2013TG_cTGZa_aUZaa] 2.4 6

40 †olvνtionGofGuSGinGheliumGdropletsVGEuropeanjPhysicaljJournaljDTG2007TG][TGYX^UYXb 1.3 6

39 †olventG†tructureGνroundGvνnthνnoidPsssQGsonsGinGviquidGnw†yGksG}eveνledGbyGzolνrizνbleGwoleculνrG
nynνmicsG†imulνtionsVGJournaljofjPhysicaljChemistryjBTG2015TGYYcTGY[[]aU^a 3.4 5

38 knGexperimentνlGνndGtheoreticνlGinvestigνtionGofG–z†GνndGxo–kp†GofG^UhνlourνcilsVGPhysicalj
ChemistryjChemicaljPhysicsTG2018TGZXTG__^aU___a 3.6 5

37 snterνctionGνnisotropyGνndGquνntumGdynνmicsGforGvibrνtionνllyGinelνsticGcollisionsGofGvirPY˛£QGwithG
rePY†QVGChemicaljPhysicsTG1998TGZ[aTG[Y^U[[Y 2.3 5

36 UltrνGlowUenergyGbehνviorGofGνnGionicGreplνcementGreνctionGre[reS]Sre]UhreZS]Sre[VGPhysicalj
ReviewjATG2006TGa[TG 2.6 5

35 myGmνptureGinGliocompνtibleGkminoGkcidGsonicGviquidsdGoxploringGtheG}eνctionGwechνnismsGforG
limoleculνrGkbsorptionGzrocessesVGJournaljofjPhysicaljChemistryjBTG2021TGYZ^TG^_YYU^_Yc 3.4 5

34
oxperimentνlGνndGnpTWTimeUnependentGnpTG†tudiesGonGxeutrνlGνndGyneUolectronU}educedG
{uinoxνlineGνndGzyrνzineGzrecursorsGνndGTheirGwononucleνrGPzdssTGztssQGnerivνtivesVGEuropeanj
JournaljofjInorganicjChemistryTG2014TGZXY]TG[^aZU[^bY

2.3 4

33 †tructurνlTGenergeticTGνndGelectronicGpropertiesGofGvνPsssQUdimethylGsulfoxideGclustersVGJournaljofj
PhysicaljChemistryjATG2014TGYYbTGYY_XZUYY 2.8 4

32 mollisionνlGquenchingGνtGultrνlowGenergiesdGcontrollingGefficiencyGwithGinternνlGstνteGselectionVG
JournaljofjChemicaljPhysicsTG2007TGYZaTGZZ][X[ 3.9 4

31 {uenchingGofGvibrνtionνllyGexcitedGmoleculesGbyGultrνcoldGcollisionsGwithGionsdGmontrollingGtheG
scνtteringGviνGchνngesGofGinternνlGstνtesVGEurophysicsjLettersTG2007TGaaTG[[XXY 1.6 4

30 }otνtionνlGcoolingGofGmoleculνrGgνsesGbyGpositronGimpνctGνtGvνnishingGcollisionGenergiesVGJournaljofj
PhysicsjB:jAtomicvjMolecularjandjOpticaljPhysicsTG2005TG[bTGZX_cUZXaa 1.3 4

29 zhotoexcitνtionGofGvirZSGfromGselectedGinitiνlGstνtesdGkGtimeUdependentGmodelVGJournaljofjChemicalj
PhysicsTG2002TGYYaTGYaaUYb_ 3.9 4

28 TestingGsntermoleculνrGzotentiνlsGwithG†cνtteringGoxperimentsdGreUmyG}otνtionνllyGsnelνsticG
mollisionsVGZeitschriftjFurjPhysikalischejChemieTG2000TGZY]TG 3.1 4

27 wodellingGbiocompνtibleGionicGliquidsGbνsedGonGorgνnicGνcidsGνndGνminoGνcidsdGchνllengesGforG
computνtionνlGmodelsGνndGfutureGperspectivesVGOrganicjandjBiomolecularjChemistryTG2021TGYcTG]XXZU]XY[3.9 4

26 TheoreticνlGsnsightsGintoGtheG†tructureGofGtheGkminotrisPwethylenephosphonicGkcidQGPkTwzQGkniondG
kGzossibleGzνrtnerGforGmonductingGsonicGwediνVGSymmetryTG2020TGYZTGcZX 2.7 3

25 †tructureTG†tνbilityTGνndGolectronicGzropertiesGofGnimethylG†ulfoxideGνndGnimethylGpormνmmideG
mlustersGmontνiningGThP]VQVGJournaljofjPhysicaljChemistryjATG2016TGYZXTG]aabUbb 2.8 3

24 vowGνndGultrνUlowGenergyGchemicνlGprocessesGinvolvingGionsVGPhysicajScriptaTG2009TGbXTGX]bYYa 2.6 3
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23 kGquνntumGmodelingGofGtheGchemistryGofGvirSGwithGreGfromGνbGinitioGcνlculνtionsdGsonicGreνctionsGinG
reGnνnodropletsVGInternationaljJournaljofjMassjSpectrometryTG2009TGZbXTG^aU_] 1.9 3

22 †ynthesisGofGnewGZUphosphonoUνlphνUnUglycosideGderivνtivesGbyGstereoselectiveGoxνUwichνelG
νdditionGtoGνGnUgνlνctoGderivedGenoneVGCarbohydratejResearchTG2008TG[][TGYY[[U]Y 2.9 3

21 ssotopicGreplνcementGinGionicGsystemsdGtheG]reZSGSG[reUUh[reG]reSGSG]reGreνctionVGJournaljofj
ChemicaljPhysicsTG2006TGYZ]TGX]][Xb 3.9 3

20 †trongGintrνmoleculνrGhydrogenGbondingGinGprotonνtedG˛†UmethylνminoνlνninedGkGvibrνtionνlG
spectroscopicGνndGcomputνtionνlGstudyVGEuropeanjJournaljofjMassjSpectrometryTG2019TGZ^TGY[[UY]Y 1.1 3

19 ynGtheGformνtionGofGpropyleneGoxideGfromGpropyleneGinGspνcedGgνsUphνseGreνctionsVGTheoreticalj
ChemistryjAccountsTG2019TGY[bTGY 1.9 2

18 †olvνtionGzropertiesGofGtheGkctinideGsonGThPs“QGinGnw†yGνndGnw†yd”νterGwixturesGthroughG
zolνrizνbleGwoleculνrGnynνmicsVGInorganicjChemistryTG2017TG^_TGYYcZcUYYc[a 5.1 2

17 }νmνnG†pectroscopyGinGsonicGviquidsGUnderG“νriνbleGThermodynνmicGνndGonvironmentνlG
monditionsVGSoftjandjBiologicaljMatterTG2014TG_[Uc_ 0.8 2

16 TheoreticνlGnescriptionGofGsonicGviquidsG2011TG 2

15 TheoreticνlGtreνtmentGofGtheGelectronicGexcitedGstνtesGofGtheGnw†yGmoleculedGkGchνllengeGforG
currentGtheoreticνlGmethodsVGChemicaljPhysicsTG2010TG[aaTGY[_UY]Y 2.3 2

14 UltrνlowUenergyGvibrνtionνlGquenchingGinGionicGcollisionsdGssotopeGeffectsGinGviSSnZGencountersVG
PhysicaljReviewjATG2008TGaaTG 2.6 2

13 zerspectivesGinGtheGmomputνtionνlGwodelingGofGxewGqenerνtionTGliocompνtibleGsonicGviquidsVVG
JournaljofjPhysicaljChemistryjBTG2022TG 3.4 2

12 oxperimentνlGνndGmomputνtionνlGsnvestigνtionGofG†νlophenU nGqνsGzhνseGmomplexesGwithGmνtionsdG
kG†ourceGofGzossibleGsnterferenceGinGknionicG}ecognitionVGJournaljofjPhysicaljChemistryjATG2017TGYZYTGaX]ZUaX^X2.8 1

11 †tructurνlGνndGenergeticGpropertiesGofGvν[SGinGwνterWnw†yGmixturesVGJournaljofjMolecularjStructure
TG2017TGYY]bTG[bYU[ba 3.4 1

10 {UkxTUwG†T}UmTU}sxqGypG]reGkTyw†Gk}yUxnGsyxsmGnyzkxT†dGoxo}qoTsm†GypGviSTGxνSG
kxnGuSGp}ywG†Tymrk†TsmGmkvmUvkTsyx†G2008TGZZaUZ]X 1

9 }eνctionsGinGnonUνqueousGνlkνliGνndGνlkνlineUeνrthGmetνlUoxygenGbνtteriesdGνGthermodynνmicGstudyVG
PhysicaljChemistryjChemicaljPhysicsTG2021TGZ[TGZ]]baUZ]]c_ 3.6 1

8 TheoreticνlGnescriptionGofGsonicGviquidsVGSoftjandjBiologicaljMatterTG2014TGYZaUY]b 0.8 1

7 rydrogenGbondingGinGbiocompνtibleGionicGliquidsdGνnGνbUinitioGchνrνcterizνtionGofGdimericG
interνctionsVGElectronicjStructureTG2021TG[TGXZ^XX] 2.6 1

6 kssessingGtheGpropensityGtowνrdGionizνtionGinGnνnosizedGclustersGofGproticGionicGliquidsGbyGkbUinitioG
methodsVGChemicaljPhysicsTG2022TG^^ZTGYYY[_^ 2.3 0
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5 nisclosingGtheGhierνrchicνlGstructureGofGionicGliquidGmixturesGbyGmultiscνleGcomputνtionνlGmethodsG
2021TGYU_a 0

4 kGmomputνtionνlGknνlysisGofGtheG}eνctionGofG†yZGwithGkminoGkcidGknionsdGsmplicνtionsGforGstsG
mhemisorptionGinGliobνsedGsonicGviquidsVGMoleculesTG2022TGZaTG[_X] 4.8 0

3 oxcitedGstνteGdynνmicsGofG nUsνlophenGcomplexesVVGPhotochemicaljandjPhotobiologicaljSciencesTG
2022TGY 4.2

2 †tudyGofGtheGolectronicG†tructureGofGklkνliGzeroxidesGνndGTheirG}oleGinGtheGmhemistryGofG
wetνlUyxygenGlνtteriesVGJournaljofjPhysicaljChemistryjATG2021TGYZ^TGc[_bUc[a_ 2.8

1
kdvνncedG}νmνnG†pectroscopyGnetectionGofGyxidνtiveGnνmνgeGinGxucleicGkcidGlνsesdGzrobingG
mhemicνlGmhνngesGνndGsntermoleculνrGsnterνctionsGinGquνnosineGνtGUltrνlowGmoncentrνtionVG
AnalyticaljChemistryTG2021TGc[TGYXbZ^UYXb[[
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