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49 xraphKconvolutionalKneuralKnetworkKappliedKtoKtheKpredictionKofKnormalKboilingKpointYYKJournalsofs
MolecularsGraphicssandsModellingWK2022WKbbcWKbaibej 2.8 1

48
PermutationallyKinvariantKpolynomialKregressionKforKenergiesKandKgradientsWKusingKreverseK
differentiationWKachievesKordersKofKmagnitudeKspeedXupKwithKhighKprecisionKcomparedKtoKotherK
machineKlearningKmethodsYYKJournalsofsChemicalsPhysicsWK2022WKbfgWKaeebca

3.9 4

47 ”U“Tz”áuvWKTheKnX”odeKΔepresentationKofKtheKPotentialKandKzllustrationsKtoKzΔKΣpectraKofKxlycineK
andKTwoKProtonatedKWaterKtlustersK2022WKcjgXddj 1

46 rKttΣuSTTXsasedKeXsodyKPotentialKforKWaterYKJournalsofsPhysicalsChemistrysLettersWK2021WKbcWKbadbiXbadce6.4 3

45 sreakingKtheKtoupledKtlusterKsarrierKforK”achineX“earnedKPotentialsKofK“argeK”oleculeskKTheKtaseK
ofKbfXrtomKrcetylacetoneYKJournalsofsPhysicalsChemistrysLettersWK2021WKbcWKejacXejaj 6.4 13

44
”U“Tz”áuvKtalculationsKofKVibrationalKΣpectroscopyKandKbdKznterconformerKTunnelingKuynamicsK
inKxlycineKUsingKaKwullXuimensionalKPotentialKvnergyKΣurfaceYKJournalsofsPhysicalsChemistrysAWK2021WK
bcfWKfdegXfdfe

2.8 1

43 PredictingKKovˆ¡tsKΔetentionKzndicesKUsingKxraphKNeuralKNetworksYKJournalsofsChromatographysAWK
2021WKbgegWKegcbaa 4.5 5

42 rKmolecularKroadKmovieYKPhysicssTodayWK2021WKheWKgcXgd 0.9 1

41 wullXdimensionalKpotentialKenergyKsurfaceKforKacetylacetoneKandKtunnelingKsplittingsYKPhysicals
ChemistrysChemicalsPhysicsWK2021WKcdWKhhfiXhhgh 3.6 14

40 ˛�XmachineKlearningKforKpotentialKenergyKsurfaceskKrKPzPKapproachKtoKbringKaKuwTXbasedKPvΣKtoK
ttΣuSTTKlevelKofKtheoryYKJournalsofsChemicalsPhysicsWK2021WKbfeWKafbbac 3.9 34

39 ábservationKofKtheK“owXwrequencyKΣpectrumKofKtheKWaterKTrimerKasKaKΣensitiveKTestKofKtheK
WaterXTrimerKPotentialKandKtheKuipoleX”omentKΣurfaceYKAngewandtesChemieWK2020WKbdcWKbbejgXbbfae 3.6

38 vfficientKxenerationKofKPermutationallyKznvariantKPotentialKvnergyKΣurfacesKforK“argeK”oleculesYK
JournalsofsChemicalsTheorysandsComputationWK2020WKbgWKdcgeXdchc 6.4 21

37 PermutationallyKinvariantKpolynomialKpotentialKenergyKsurfacesKforKtropoloneKandKyKandKuKatomK
tunnelingKdynamicsYKJournalsofsChemicalsPhysicsWK2020WKbfdWKacebah 3.9 12

36 wullXdimensionalKquantumKdynamicsKofKΣáSXd˛£XTKinKcollisionKwithKycYKChemicalsPhysicsWK2020WKfdcWKbbagjf 2.3 4

35
ábservationKofKtheK“owXwrequencyKΣpectrumKofKtheKWaterKTrimerKasKaKΣensitiveKTestKofKtheK
WaterXTrimerKPotentialKandKtheKuipoleX”omentKΣurfaceYKAngewandtesChemies-sInternationalsEditionWK
2020WKfjWKbbdjjXbbeah

16.4 4

34
wullXdimensionalWKabKinitioKpotentialKenergyKsurfaceKforKglycineKwithKcharacterizationKofKstationaryK
pointsKandKzeroXpointKenergyKcalculationsKbyKmeansKofKdiffusionK”onteKtarloKandKsemiclassicalK
dynamicsYKJournalsofsChemicalsPhysicsWK2020WKbfdWKceedab

3.9 11

33 tapturingKroamingKmolecularKfragmentsKinKrealKtimeYKScienceWK2020WKdhaWKbahcXbahh 33.3 22
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32 QuantumKapproachesKtoKvibrationalKdynamicsKandKspectroscopykKisKeaseKofKinterpretationKsacrificedK
asKrigorKincreasespYKPhysicalsChemistrysChemicalsPhysicsWK2019WKcbWKddjhXdebd 3.6 27

31 UsingKxradientsKinKPermutationallyKznvariantKPolynomialKPotentialKwittingkKrKuemonstrationKforKtyK
UsingKasKwewKasKbaaKtonfigurationsYKJournalsofsChemicalsTheorysandsComputationWK2019WKbfWKcicgXcidf 6.4 25

30 rKfragmentedWKpermutationallyKinvariantKpolynomialKapproachKforKpotentialKenergyKsurfacesKofK
largeKmoleculeskKrpplicationKtoKNXmethylKacetamideYKJournalsofsChemicalsPhysicsWK2019WKbfaWKbebbab 3.9 26

29 ábservationKofKtheK“owXwrequencyKΣpectrumKofKtheKWaterKuimerKasKaKΣensitiveKTestKofKtheKWaterK
uimerKPotentialKandKuipoleK”omentKΣurfacesYKAngewandtesChemieWK2019WKbdbWKbdcfdXbdcga 3.6 4

28 ábservationKofKtheK“owXwrequencyKΣpectrumKofKtheKWaterKuimerKasKaKΣensitiveKTestKofKtheKWaterK
uimerKPotentialKandKuipoleK”omentKΣurfacesYKAngewandtesChemies-sInternationalsEditionWK2019WKfiWKbdbbjXbdbcg16.4 19

27 wullKandKfragmentedKpermutationallyKinvariantKpolynomialKpotentialKenergyKsurfacesKforKtransKandK
cisKNXmethylKacetamideKandKisomerizationKsaddleKpointsYKJournalsofsChemicalsPhysicsWK2019WKbfbWKaiedag 3.9 24

26
rssessingKtheKzmportanceKofKtheKyXyáXyáKThreeXsodyKznteractionKonKtheKVibrationalKwrequencyK
ΣhiftKofKyKinKtheKszzKtlathrateKyydrateKandKtomparisonKwithKvxperimentYKJournalsofsPhysicals
ChemistrysAWK2019WKbcdWKdcjXddf

2.8 5

25 uiffusionK”onteKtarloKtalculationsKofKZeroXPointKvnergiesKofK”ethanolKandKueuteratedK”ethanolYK
JournalsofsComputationalsChemistryWK2019WKeaWKdciXddc 3.5 3

24 PermutationallyKznvariantKPotentialKvnergyKΣurfacesYKAnnualsReviewsofsPhysicalsChemistryWK2018WKgjWKbfbXbhf15.7 107

23 wullXuimensionalKQuantumKuynamicsKofKΣiáKinKtollisionKwithKyYKJournalsofsPhysicalsChemistrysAWK2018
WKbccWKbfbbXbfca 2.8 16

22 ueconstructingKProminentKsandsKinKtheKTerahertzKΣpectraKofKyáKandKyákKzntermolecularK”odesKinK
vigenKtlustersYKJournalsofsPhysicalsChemistrysLettersWK2018WKjWKhjiXiad 6.4 27

21 QuantumKandKclassicalKzΔKspectraKofKSytááyTWKSutááyTKandKSutááuTKusingKabKinitioKpotentialK
energyKandKdipoleKmomentKsurfacesYKFaradaysDiscussionsWK2018WKcbcWKddXej 3.6 13

20
zΔKΣpectraKofKSytááyTKandKSutááyTkKvxperimentWKVΣtwZVtzWKandKrbKznitioK”olecularKuynamicsK
talculationsKUsingKwullXuimensionalKPotentialKandKuipoleK”omentKΣurfacesYKJournalsofsPhysicals
ChemistrysLettersWK2018WKjWKcgaeXcgba

6.4 15

19
yighXdimensionalKfittingKofKsparseKdatasetsKofKttΣuSTTKelectronicKenergiesKandK”PcKdipoleK
momentsWKillustratedKforKtheKformicKacidKdimerKandKitsKcomplexKzΔKspectrumYKJournalsofsChemicals
PhysicsWK2018WKbeiWKcebhbd

3.9 16

18
rdiabaticKΣwitchingKrppliedKtoKtheKVibrationsKofKsynXtydtyááKandKzmplicationsKforKâ��ZeroXPointK
“eakâ��KandKzsomerizationKinKQuasiclassicalKTrajectoryKtalculationsYKAdvancessinsChemicalsPhysicsWK
2018WKbfbXbgg

1

17 TwoXuimensionalK”orphologyKvnhancesK“ightXurivenKyKxenerationKvfficiencyKinKtdΣK
NanoplateletXPtKyeterostructuresYKJournalsofsthesAmericansChemicalsSocietyWK2018WKbeaWKbbhcgXbbhde 16.4 87

16 znelasticKvibrationalKdynamicsKofKtΣKinKcollisionKwithKyKusingKaKfullXdimensionalKpotentialKenergyK
surfaceYKPhysicalsChemistrysChemicalsPhysicsWK2018WKcaWKciecfXciede 3.6 6

15
rssessingKxaussianKProcessKΔegressionKandKPermutationallyKznvariantKPolynomialKrpproachesKToK
ΔepresentKyighXuimensionalKPotentialKvnergyKΣurfacesYKJournalsofsChemicalsTheorysands
ComputationWK2018WKbeWKddibXddjg

6.4 57
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14 TeachingKvibrationalKspectraKtoKassignKthemselvesYKFaradaysDiscussionsWK2018WKcbcWKgfXic 3.6 3

13
rnKabKinitioKpotentialKenergyKsurfaceKforKtheKformicKacidKdimerkKzeroXpointKenergyWKselectedK
anharmonicKfundamentalKenergiesWKandKgroundXstateKtunnelingKsplittingKcalculatedKinKrelaxedK
bXeXmodeKsubspacesYKPhysicalsChemistrysChemicalsPhysicsWK2016WKbiWKceidfXceiea

3.6 53

12 ΔevisitingKrdiabaticKΣwitchingKforKznitialKtonditionsKinKQuasiXtlassicalKTrajectoryKtalculationskK
rpplicationKtoKtyeYKJournalsofsPhysicalsChemistrysAWK2016WKbcaWKejiiXjd 2.8 25

11 rbKznitioWKvmbeddedK“ocalX”onomerKtalculationsKofK”ethaneKVibrationalKvnergiesKinKtlathrateK
yydratesYKJournalsofsPhysicalsChemistrysCWK2016WKbcaWKdbghXdbhf 3.8 16

10 uoesKznfraredK”ultiphotonKuissociationKofKVinylKthlorideKYieldKtoldKVinylidenepYKJournalsofsPhysicals
ChemistrysLettersWK2015WKgWKcefhXgc 6.4 4

9 wullXdimensionalWKhighXlevelKabKinitioKpotentialKenergyKsurfacesKforKycSycáTKandKycSycáTcKwithK
applicationKtoKhydrogenKclathrateKhydratesYKJournalsofsChemicalsPhysicsWK2015WKbedWKaiedac 3.9 29

8 MPlugKandKplayMKfullXdimensionalKabKinitioKpotentialKenergyKandKdipoleKmomentKsurfacesKandK
anharmonicKvibrationalKanalysisKforKtyeXycáYKPhysicalsChemistrysChemicalsPhysicsWK2015WKbhWKibhcXib 3.6 47

7 PermutationallyKznvariantKwittingKofK”anyXsodyWKNonXcovalentKznteractionsKwithKrpplicationKtoK
ThreeXsodyK”ethaneXWaterXWaterYKJournalsofsChemicalsTheorysandsComputationWK2015WKbbWKbgdbXi 6.4 54

6 uiffusionK”onteKtarloKcalculationsKofKzeroXpointKstructuresKofKpartiallyKdeuteratedKisotopologuesK
ofKyhSVTYKJournalsofsPhysicalsChemistrysBWK2014WKbbiWKiccbXg 3.4 3

5 ”U“Tz”áuvKcalculationsKofKtheKinfraredKspectraKofKyKVhKandKuKVhKusingKabKinitioKpotentialKenergyK
andKdipoleKmomentKsurfacesYKTheoreticalsChemistrysAccountsWK2013WKbdcWKb 1.9 11

4 wullXdimensionalWKabKinitioKpotentialKenergyKsurfaceKforKtydáyKXoKtydVáyYKMolecularsPhysicsWK2013WK
bbbWKbjgeXbjhb 1.7 8

3
wullXdimensionalKquantumKcalculationsKofKtheKdissociationKenergyWKzeroXpointWKandKbaKKKpropertiesK
ofKyhVZuhVKclustersKusingKanKabKinitioKpotentialKenergyKsurfaceYKJournalsofsChemicalsPhysicsWK2013WK
bdjWKacedai

3.9 9

2 uiffusionK”onteKtarloKwithKfictitiousKmassesKfindsKholesKinKpotentialKenergyKsurfacesYKMoleculars
PhysicsW 1.7 1

1
qXrQUrkKrK”anyXsodyKttΣuSTTKWaterKPotentialWKzncludingKwourXsodyKznteractionsWKuemonstratesK
theKQuantumKNatureKofKWaterKfromKtlustersKtoKtheK“iquidKPhaseYKJournalsofsPhysicalsChemistrys
LettersWfagiXfahe

6.4 6
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