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m Paper IF Citations

2239 jytoασromγDwXYT‘σγD”onβγrηulDuanomaασinγDyγvγalγβDtσrouπσDkynamiαDzimulationsDoηDtσγD
jatalytiαDjyαlγRD

2238 zγnsitivγDkγtγαtionDoηDzinπlγQuuαlγotiβγDtutationDinDtσγDiyhmDtutationDzitγDL“ZTTlMDoηDoumanD
tγlanomaD’sinπDwσospσatγwyrγnγQsaΗγlγβDkuhDwroΗγsRD

2237 zitγQzpγαiηiαDjσaraαtγrizationDoηDjytoασromγDwXYTαamDjonηormationsDΗyDpnηrarγβDzpγαtrosαopyRD

2236 sinkaπγDΗγtwγγnDwroximalDanβDkistalDtovγmγntsDoηDwXYTαamDpnβuαγβDΗyDwutiβarγβoxinRD

2235 yγmoβγlinπDoηDtσγDvliπosaαασariβγDjonηormationalDzpaαγDinDtσγDwrγΗounβDztatγD‘oDpmprovγD
sγαtinQiinβinπDhηηinityRD

2234 tγltDjrystallizationDηorDwaraαγtamolDwolymorpσismRD

2233 oiπσQ—iγlβDhlkylationDanβDhrylationDoηDnrapσγnγDviaDnriπnarβDyγaαtionDwitσDmluoroπrapσγnγRD

2232 RD

2231 taαrosαopiαPDzpγαtrosαopiαPDanβD‘σγorγtiαalDpnvγstiπationDηorDtσγDpntγraαtionDoηDwσγnolDanβD
uapσtσolDonDyγβuαγβDnrapσγnγDvxiβγRD

2230 kisαovγryDoηDuovγlDanβDzγlγαtivγDhβγnosinγDhVhDyγαγptorDhntaπonistsDηorD‘rγatinπDwarkinsonsD
kisγasγDtσrouπσDjomparativγDztruαturγQiasγβD“irtualDzαrγγninπRD

2229 taασinγDsγarninπDoηDwartialDjσarπγsDkγrivγβDηromDoiπσQxualityDxuantumQtγασaniαalDjalαulationsRD

2228 oyβrationDoηDhromatiαDoγtγroαyαlγsDasDanDhβvγrsaryDoηDztaαkinπRD

2227 hvγraπγβDzolvγntDlmΗγββinπDwotγntialDwaramγtγrsDηorDtultisαalγDtoβγlinπDoηDtolγαularD
wropγrtiγsRD

2226 xuantitativγDjσaraαtγrizationDoηDtσγDiinβinπDanβD’nΗinβinπDoηDtillimolarDkruπDmraπmγntsDwitσD
tolγαularDkynamiαsDzimulationsRD

2225 pmpliαitDzolvationD’sinπDtσγDzupγrpositionDhpproximationDLpzQzwhMaDhnDpmpliαitD‘rγatmγntDoηDtσγD
uonpolarDjomponγntDtoDzolvationDηorDzimulatinπDtolγαularDhππrγπationRD

2224 jisQtoQ‘ransDpsomγrizationDoηDhzoΗγnzγnγDkγrivativγsDztuβiγβDwitσD‘ransitionDwatσDzamplinπDanβD
xuantumDtγασaniαalStolγαularDtγασaniαalDtolγαularDkynamiαsRD

2223 jwwlaDhnDvpγnQzourαγDjOODanβDwytσonDsiΗraryDηorDwolarizaΗlγDlmΗγββinπRD
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2222 hDmorαγDmiγlβDηorDwolyLoxymγtσylγnγMDkimγtσylDltσγrsDLvtlnMRD

2221 hvoiβinπDllγαtronDzpillQvutDinDxtSttDjalαulationsDonDlxαitγβDztatγsDwitσDzimplγD
wsγuβopotγntialsRD

2220 ztruαturalDiasisDoηD‘syVS‘syUDhαtivationDΗyDtσγDzyntσγtiαDhπonistDkiprovoαimRD

2219 VkQpyDzpγαtrosαopyDoηDanDhohDsaΗγlγβDwσotoswitασaΗlγDwk VDkomainRD

2218
wotγntialDoηDtγanDmorαγDjalαulationsDηorDanDzuVDmluorinationDyγaαtionDinDmivγDkiηηγrγntDpmiβazoliumD
poniαDsiquiβDzolvγntsD’sinπDxuantumDtγασaniαsStolγαularDtγασaniαsDtolγαularDkynamiαsD
zimulationsRD

2217 morαγDmiγlβDηorDtπVOPDtnVOD nVOPDanβDjβVODponsD‘σatDoavγDialanαγβDpntγraαtionsDwitσDuuαlγiαD
hαiβsRD

2216 lxplorinπDtσγDztruαturalDwropγrtiγsDoηDwositivγlyDjσarπγβDwγptiβγDkγnβrimγrsRD

2215 ztruαturγDanβDkynamiαsDoηDllγαtronDpnjγαtionDanβDjσarπγDyγαomΗinationDinDitotiηDkuhDjonjuπatγsRD

2214 mraπmγntDtolγαularDvrΗitalDjalαulationsDwitσDpmpliαitDzolvγntDiasγβDonDtσγDwoissonioltzmannD
lquationaDppRDwrotγinDanβDptsDsiπanβQiinβinπDzystγmDztuβiγsRD

2213 tolγαularDhβsorptionDanβD‘ransportDatDsiposomγDzurηaαγsDztuβiγβDΗyDtolγαularDkynamiαsD
zimulationsDanβDzγαonβDoarmoniαDnγnγrationDzpγαtrosαopyRD

2212 rinγtiαDtastγrDlquationDtoβγlinπDoηDanDhrtiηiαialDwrotγinDwumpRD

2211 oyΗriβDjomputationalDztratγπyDηorDwrγβiαtinπDjvVDzoluΗilitiγsDinDyγaαtivγDponiαDsiquiβsRD

2210 vriπinDoηDoiπσDlηηiαiγnαiγsDηorD‘σγrmallyDhαtivatγβDkγlayγβDmluorγsαγnαγDvrπaniαDsiπσtQlmittinπD
kioβγsaDhtomistiαDpnsiπσtDintoDtolγαularDvriγntationDanβD‘orsionalDkisorβγrRD

2209 zuΗstantialDpmprovγmγntDoηDtσγDkiγlγαtriαDztrγnπtσDoηDjγllulosγsiquiβDjompositγsaDlηηγαtsDoηD‘rapsD
atDtσγDuanosαalγDpntγrηaαγRD

2208 yγpairDyatγDoηDjlustγrγβDhΗasiαDkuhDsγsionsDΗyDoumanDlnβonuαlγasγaDtolγαularDiasγsDoηD
zγquγnαγDzpγαiηiαityRD

2207 zinπlγQtolγαulγDpnvγstiπationsDoηDjonηormationDhβaptationDoηDworpσyrinsDonDzurηaαγsRD

2206 rinγtiαsQjontrollγβDhmpσipσilγDzγlηQhssγmΗlyDwroαγssγsRD

2205 toβγlinπDjoorβinationQkirγαtγβDzγlηQhssγmΗlyDoηDtVsXDuanoαapsulγDmγaturinπDjompγtitivγDnuγstD
lnαapsulationRD
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2204 hltγrnativγDllγαtronQ‘ransηγrDjσannγlsDlnsurγD’ltraηastDkγaαtivationDoηDsiπσtQpnβuαγβDlxαitγβD
ztatγsDinDyiΗoηlavinDiinβinπDwrotγinRD

2203 wolarizaΗlγDkγnsityDlmΗγββinπaDhDzolutionDtoDtσγDllγαtronDzpillQvutDwroΗlγmDinDtultisαalγD
toβγlinπRD

2202 yγaαtionDlnsγmΗlγDtontγDjarloDzimulationsDoηDjvVDhΗsorptionDinDtσγDyγaαtivγDponiαDsiquiβD
‘riγtσylLoαtylMpσospσoniumDVjyanopyrroliβγRD

2201 oyβroπγnDionβinπQpnβuαγβDtorpσoloπyDkγpγnβγnαγDoηDsonπQsivγβDvrπaniαDyoomQ‘γmpγraturγD
wσospσorγsαγnαγaDhDjomputationalDztuβyRD

2200 ’nηolβinπDpnkxDwγptiβγsDηorDlnπinγγrinπDtotoπγniαDpntγrηaαγsRD

2199 pnD“itroDanβDinD“ivoDiγσaviorDoηDsiposomγsDkγαoratγβDwitσDwlnsDwitσDkiηηγrγntDjσγmiαalDmγaturγsRD

2198 torpσoloπyD‘uninπDoηDzγlηQhssγmΗlγβDwγrylγnγDtonoimiβγDηromDuanopartiαlγsDtoDjolloiβosomγsD
witσDlnσanαγβDlxαimγriαDupyDlmissionDηorDiioimaπinπRD

2197 tolγαularDkynamiαsDzimulationDanβDlxpγrimγntalDztuβiγsDoηDnolβDuanopartiαlγD‘γmplatγβDoksQlikγD
uanopartiαlγsDηorDjσolγstγrolDtγtaΗolismD‘σγrapγutiαsRD

2196 kualDzupγrlyopσoΗiαDhlipσatiαDwolykγtonγDtγmΗranγsDηorDoiπσlyDlηηiαiγntDlmulsiηiγβDvil”atγrD
zγparationaDwγrηormanαγDanβDtγασanismRD

2195 ztimuliQyγsponsivγDyoomQ‘γmpγraturγDuoγtγroaαγnγDsiquiβaDpnDzituDvΗsγrvationDoηDtσγD
zγlηQhssγmΗlinπDwroαγssDanβDptsDtultiplγDwropγrtiγsRD

2194 pntγrηaαialDwolarizationDanβDllγαtrorγsponsivγDllγαtrorσγoloπiαalDlηηγαtDoηDhnioniαDanβDjationiαD
wolyLioniαDliquiβsMRD

2193 zuΗstratγDmolβinπDtoβγsDinD‘riασoβiγnγDzyntσasγaDhDkγtγrminantDoηDjσγmoQDanβDztγrγosγlγαtivityRD

2192 tγασanistiαDztuβiγsDoηDaDmlavinDtonooxyπγnasγaDzulηurDvxiβationDoηDkiΗγnzotσiopσγnγsDΗyDkszjRD

2191 pntγπratγβDjomputationalDztuβyDoηDtσγDjuQjatalyzγβDoyβrationDoηDhlkγnγsDinD”atγrDzolvγntDanβD
intoDtσγDjontγxtDoηDanDhrtiηiαialDtγtalloσyβratasγRD

2190 lviβγnαγDηorDaDjatalytiαDztratγπyDtoDwromotγDuuαlγopσilγDhαtivationDinDtγtalQkγpγnβγntD
yuhQjlγavinπDyiΗozymγsDanβD]U[DkuhzymγRD

2189 yoΗustDanβD“γrsatilγDoostDwrotγinDηorDtσγDkγsiπnDanβDlvaluationDoηDhrtiηiαialDtγtalDjγntγrsRD

2188 kγvγlopmγntDoηDjovalγntDsiπanβyγαγptorDwairsDtoDztuβyDtσγDiinβinπDwropγrtiγsDoηDuonpγptiβiαD
uγurotγnsinDyγαγptorDUDhntaπonistsRD

2187 ‘ransloαationDoηDanDpntraαγllularDwrotγinDviaDwγptiβγQkirγαtγβDsiπationRD
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2186 hDzinπlγDhmiβγDsinkaπγDinDtσγDwassγnπγrDztranβDzupprγssγsDptsDhαtivityDanβDlnσanαγsDnuiβγDztranβD
‘arπγtinπDoηDsiyuhsRD

2185 lηηγαtDoηDuonαanoniαalDhminoDhαiβsDonDwrotγinjarΗoσyβratγDpntγraαtionsaDztruαturγPDkynamiαsPDanβD
jarΗoσyβratγDhηηinityDoηDaDsγαtinDlnπinγγrγβDwitσDmluorinatγβD‘ryptopσanDhnaloπsRD

2184 vpposinπDlηηγαtsDoηDjuαurΗit[[·urilDanβDUPVPWPXPZQwγntavπalloylQβπluαopyranosγDonDhmyloiβDVYWYD
hssγmΗlyRD

2183 kiηηγrγntiatinπDwσysiαoασγmiαalDwropγrtiγsDΗγtwγγnDhββiαtivγDanβDuonaββiαtivγDhkokDkruπsD
yγvγalγβDΗyDtolγαularDkynamiαsDzimulationDztuβiγsRD

2182 ’nαovγrinπDtσγDiinβinπDtoβγDoηDQzγαrγtasγDpnσiΗitorsRD

2181 sowDlnγrπγtiαDkisorβγrDinDzmallQtolγαulγDuonQmullγrγnγDllγαtronDhααγptorsRD

2180 ‘arπγtinπDvrtσostγriαDanβDhllostγriαDwoαkγtsDoηDhromatasγDviaDkualQtoβγDuovγlDhzolγDpnσiΗitorsRD

2179 jyanoπrapσγnγDanβDnrapσγnγDhαiβaDlmγrπinπDkγrivativγsDlnaΗlinπDoiπσQ—iγlβDanβDzγlγαtivγD
munαtionalizationDoηDnrapσγnγRD

2178 kγDuovoQkγsiπnγβDoγliαalDiarrγlsDasDyγαγptorsDηorDzmallDtolγαulγsRD

2177 hnionQDanβDzolvγntQpnβuαγβDyotaryDkynamiαsDanβDzγnsinπDinDaDwγrylγnγDkiimiβγD[W·jatγnanγRD

2176 ztruαturalDtonitorinπDoηDtσγDvnsγtDoηDlxαitγβQztatγDhromatiαityDinDaDsiquiβDjrystalDwσasγRD

2175 hmmoniumDjomplγxγsDoηDvrtσoγstγrDjryptanβsDhrγDpnσγrγntlyDkynamiαDanβDhβaptivγRD

2174 ztγrγoβivγrπγntDwrotγinDlnπinγγrinπDoηDaDsipasγD‘oDhααγssDhllDwossiΗlγDztγrγoisomγrsDoηDjσiralD
lstγrsDwitσD‘woDztγrγoαγntγrsRD

2173 pmpaαtDoηDhromatiαDztaαkinπDonDnlyαosiβγDyγaαtivityaDialanαinπDjoSDanβDjationSDpntγraαtionsDηorDtσγD
ztaΗilizationDoηDnlyαosylQvxoαarΗγniumDponsRD

2172 kγαipσγrinπDtσγDhllostγriαallyDkrivγnDjonηormationalDlnsγmΗlγDinD‘ryptopσanDzyntσasγDlvolutionRD

2171 RD

2170 wXYTQitWQjatalyzγβDzulηoxiβationDvγrsusDoyβroxylationaDhDjommonDorD‘woDkiηηγrγntDjatalytiαallyD
hαtivγDzpγαiγsfRD

2169 hssγmΗlyDoηDjomplγxDtaαroαyαlγsDΗyDpnαrγmγntallyDhmalπamatinπD’nprotγαtγβDwγptiβγsDwitσDaD
kγsiπnγβDmourQhrmγβDpnsγrtRD
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2168 pmportanαγDoηDtolγαularDtγsσinπDηorDtσγDztaΗilizationDoηDzolvopσoΗiαDhssγmΗliγsRD

2167 ztruαturinπDwγptiβγDkγnβrimγrsDtσrouπσDpoDtoβulationDanβDzuΗstratγDiinβinπRD

2166 siquiβDztruαturγDoηDjvVyγaαtivγDhprotiαDoγtγroαyαliαDhnionDponiαDsiquiβsDηromD–rayDzαattγrinπDanβD
tolγαularDkynamiαsRD

2165 tolγαularDtγασanismDΗγσinβDzolvγntDjonαγntrationQkγpγnβγntDvptimalDhαtivityDoηD‘σγrmomyαγsD
lanuπinosusDsipasγDinDaDiioαompatiΗlγDponiαDsiquiβaDpntγrηaαialDhαtivationDtσrouπσDhrπininγDzwitασRD

2164 pmprovγβDkγsαriptionDoηDzulηurDjσarπγDhnisotropyDinDvwszDmorαγDmiγlβsaDtoβγlDkγvγlopmγntDanβD
waramγtγrizationRD

2163 ztruαturγDanβDwropγrtiγsDoηDkouΗlγQzanβwiασDjomplγxγsDatDtσγDnrapσγnγDzurηaαγaDhD‘σγorγtiαalD
ztuβyRD

2162 zinπlγDorDtultiplγDhααγssDjσannγlsDtoDtσγDj—wXYTsDhαtivγDzitγfDhnDhnswγrDηromDmrγγDlnγrπyD
zimulationsDoηDtσγDoumanDhromatasγDlnzymγRD

2161 lxσaustivγDzγarασDoηDsiπanβDiinβinπDwatσwaysDviaD“olumγQiasγβDtγtaβynamiαsRD

2160 zγlηQhssγmΗlyDoηDlsαinDtolγαulγsDatDtσγDhir”atγrDpntγrηaαγDasDztuβiγβDΗyDtolγαularDkynamiαsRD

2159 jarΗosilanγDkγnβronwγptiβγDuanoαonjuπatγsDasDhntimiαroΗialDhπγntsRD

2158 tolγαularlyDzmootσDzγlηQhssγmΗlγβDtonolayγrDηorDoiπσQtoΗilityDvrπaniαDmiγlβQlηηγαtD‘ransistorsRD

2157 sipiβQiasγβDsiquiβDjrystallinγDuanopartiαlγsDmaαilitatγDjytosoliαDkγlivγryDoηDsiyuhDviaDztruαturalD
‘ransηormationRD

2156 pnsiπσtsDintoDtσγDztγrγospγαiηiαityDinDwapainQtγβiatγβDjσγmoγnzymatiαDwolymγrizationDηromD
xuantumDtγασaniαsStolγαularDtγασaniαsDzimulationsRD

2155 ‘ransαriptionalDiypassDoηDkuhwrotγinDanβDkuhwγptiβγDjonjuπatγsDΗyD‘[DyuhDwolymγrasγRD

2154 yγsolvinπDtσγDhtomistiαDtoβγsDoηDhnlγUW]ΗDpnσiΗitoryDhαtionDonDwγptiβγDvliπomγrDmormationRD

2153 pnsiπσtsDintoDoyβrotropiαDzoluΗilizationDηorDoyΗriβDponDyγβoxDmlowDiattγriγsRD

2152 uγwDpnsiπσtDonDtσγDyolγDoηDllγαtrolytγDhββitivγsDinDyγασarπγaΗlγDsitσiumDponDiattγriγsRD

2151 kisαovγryDoηDuovγlDuonpγptiβiαDwhyVDsiπanβsRD
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2150 kynamiαDvriπinDoηDjσiralityD‘ransηγrDΗγtwγγnDjσiralDzurηaαγDanβDhασiralDsiπanβDinDhuW]DjlustγrsRD

2149 zilvγrQtγβiatγβDkouΗlγDoγlixaDztruαturalDwaramγtγrsDηorDaDyoΗustDkuhDiuilβinπDiloαkRD

2148 tultiαolorDwσotoluminγsαγnαγDpnαluβinπD”σitγQsiπσtDlmissionDΗyDaDzinπlγDoostnuγstDjomplγxRD

2147 ‘σγDsowDiarriγrDoyβroπγnDionβDinDtσγDwσotoaαtivγD—γllowDwrotγinaDhD“aαuumDhrtiηaαtDhΗsγntDinDtσγD
jrystalDanβDzolutionRD

2146 jσγmosγlγαtivγDpnstallationDoηDhminγDionβsDonDwrotγinsDtσrouπσDhzaQtiασaγlDsiπationRD

2145 lηηγαtDoηDyiΗosγDjonηormationDonDyuhDjlγavaπγDviaDpntγrnalD‘ransγstγriηiαationRD

2144 tultisαalγDzimulationsDoηDjlavulanatγDpnσiΗitionDpβγntiηyDtσγDyγaαtivγDjomplγxDinDjlassDhD
saαtamasγsDanβDwrγβiαtDtσγDlηηiαiγnαyDoηDpnσiΗitionRD

2143 iounβDjompounβDpntγrηaαialD”atγrPDanβDwσγnylDyinπDyotationDkynamiαsDoηDaDjompounβDinDtσγDkuhD
tinorDnroovγRD

2142 vptimizinπDwlnylationDoηD‘ivVDuanoαrystalsDtσrouπσDaDjomΗinγβDlxpγrimγntalDanβDjomputationalD
ztuβyRD

2141 wysh‘aDwytσonDshttwzDhnalysisD‘oolsRD

2140 vsmolytγDpnβuαγβDjσanπγsDinDwγptiβγDjonηormationalDlnsγmΗlγDjorrγlatγDwitσDzlowγrDhmyloiβD
hππrγπationaDhDjoarsγQnrainγβDzimulationDztuβyRD

2139 wγrmγaΗilityDjoγηηiαiγntsDoηDsipopσiliαDjompounβsDlstimatγβDΗyDjomputγrDzimulationsRD

2138 hβiaΗatiαQtolγαularDkynamiαsDnγnγralizγβD“γrtiαalDoγssianDhpproaασaDhDtixγβDxuantumDjlassiαalD
tγtσoβD‘oDjomputγDllγαtroniαDzpγαtraDoηDmlγxiΗlγDtolγαulγsDinDtσγDjonβγnsγβDwσasγRD

2137 waraβoxiαallyDtostDmlγxiΗlγDsiπanβDiinβsDtostDlntropyQmavorγβaDpntriπuinπDpmpaαtDoηDsiπanβD
mlγxiΗilityDanβDzolvationDonDkruπrinasγDiinβinπRD

2136 wositivγDtoβulatorsDoηDtσγDutγtσylβaspartatγDyγαγptoraDztruαturγhαtivityDyγlationsσipDztuβyDoηD
ztγroiβalDWoγmiγstγrsRD

2135 jonηormationalDsγnsitivityDoηDpolyγtσγrDmaαroαyαlγsDtoDγlγαtrostatiαDpotγntialaDwartialDatomiαD
ασarπγsPDmolγαularDmγασaniαsPDanβDαonηormationalDprγβiαtionRD1994PDVTPDV_[QWVU 16

2134 ‘σγDγlγαtrostatiαDpotγntialDinDtσγDsγmiγmpiriαalDmolγαularDorΗitalDapproximationRD1994PDVVYPDUUQU[ 18
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miβazolamDΗyDαytoασromγDwXYTDWhXRRD2022PD 0
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jrossQsinkγβDlpoxyDyγsinsRRD2022PD 3
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ΗioασγmiαalDassayRRD2022PDU
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pnσiΗitorsDoηDz‘VDanβDpsWWDiinβinπRRD2022PD
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588 oiπσDβγnsityDwatγrDαlustγrsDoΗsγrvγβDatDσiπσDαonαγntrationsDoηDtσγDmaαromolγαularDαrowβγrD
wlnXTTRD2022PDWY[PDUU_TW]

587
lxplorationDoηDαatalytiαDspγαiγsDηorDσiπσlyDγηηiαiγntDprγparationDoηDquinazolinγQVPXLUoPWoMQβionγsDΗyD
suααinimiβγQΗasγβDioniαDliquiβsDunβγrDatmospσγriαDprγssurγaDjomΗinationDoηDγxpγrimγntalDanβD
tσγorγtiαalDstuβyRD2022PDWU_PDUVWZV]

1

586
yoΗustDanβDprγβiαtivγDxzhyDmoβγlsDηorDprγβiαtinπDtσγDkVPDYQo‘UhPDanβDYQo‘VhDinσiΗitionDaαtivitiγsD
oηDηusγβDtriαyαliαDσγtγroαyαlγDpipγrazinγDLpipγriβinγMDβγrivativγsDasDatypiαalDantipsyασotiαDβruπsRD
2022PDUVY_PDUWV[YW

585 hDstronπlyDσyβropσoΗiαDγtσanγQsγlγαtivγDmγtalQorπaniαDηramγworkDηorDγηηiαiγntDγtσanγSγtσylγnγD
sγparationRD2022PDXXVPDUWZUYV 2
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584 nrapσγnγDmiγlβDlηηγαtD‘ransistorsaDhDzγnsitivγDwlatηormDηorDkγtγαtinπDzarinRRD2021PDUWPDZU[YUQZU[Y[ 1

583 mastDhpproximatγDΗutDhααuratγDxtSttDpntγraαtionsDηorDwolarizaΗlγDlmΗγββinπRRD2021PD 1

582 iiopσysiαalDanβDpσarmaαokinγtiαDασaraαtγrizationDoηDaDsmallQmolγαulγDinσiΗitorDoηDy’u–USl‘vD
tγtramγrizationDwitσDantiQlγukγmiαDγηηγαtsRD

581 htomiαDwolarizaΗilitiγsDηorDpntγraαtivγDkipolγDpnβuαtionDtoβγlsRRD2021PD 2

580 uonαoπnatγDolyVDsγnsitivityDtoDαoπnatγDlnmyDallostγriαDinσiΗitorsDatDmolγαularDlγvγlaDuγwDusγsDηorD
olβDβruπsDinDπynγαoloπiαalDtumorsRD2022PDZ_PDW]]QW_[ 0

579 kistinαtivγDmormationDoηDwlnQsipiβDuanopatασγsDontoDzoliβDwolymγrDzurηaαγsDpntγrηaαinπDzolvγntsD
ηromDhtomistiαDzimulationRRD2021PD 0

578 jrossinπDoηDtσγDjystiαDiarriγrsDoηDΗyDtσγDmluorγsαγntDjoumarinD‘γtraQjyαlopγptiβγRRD2021PDVZPD 1

577 ztuβyDonDtσγDjomplγxationDanβDyγlγasγDtγασanismDoηDtγtσylpσγniβatγDoyβroασloriβγDponD
lxασanπγDyγsinDjomplγxRRD2021PDUWPD 3

576 jarΗosilanγDnlyαoβγnβrimγrsDηorDhntiαanαγrDkruπDkγlivγryaDzyntσγtiαDyoutγPDjσaraαtγrizationPDanβD
iioloπiαalDlηηγαtDoηDnlyαoβγnβrimγrQkoxoruΗiαinDjomplγxγsRRD2021PD 0

575 tyriαγtinDallostγriαallyDinσiΗitsDkγnπuγDuzViQuzWDprotγasγDasDstuβiγβDΗyDutyDanβDtkDsimulationsRD

574 ‘σγDγηηγαtsDoηDprotγinDαrowβγrsDonDsmallDmolγαulγDβruπDβiηηusionRD

573 ’mΗrγllaDzamplinπQiasγβDtγtσoβDtoDjomputγDsiπanβQiinβinπDhηηinityRD2022PDVW]YPDWUWQWVW 0

572 lnzymatiαDαontrolDoηDγnβoQDanβDγxoQstγrγosγlγαtivγDkiγlsâ��hlβγrDrγaαtionsDwitσDΗroaβDsuΗstratγD
sαopγRD2021PDXPDUTY_QUTZ_ 3

571 pβγntiηiαationDoηDtripγptiβγsDaπainstDtyrosinγDkinasγDβomainDoηDlnmyDηorDlunπDαanαγrDαγllDinσiΗitionD
ΗyDinDsiliαoDanβDinDvitroDstuβiγsRRD2021PD 0

570 hDmolγαularDβynamiαsQπuiβγβDmutaπγnγsisDiβγntiηiγsDtwoDaspartiαDaαiβDrγsiβuγsDinvolvγβDinDtσγD
poQβγpγnβγntDaαtivityDoηDvnQv–pkhzlDURD2021PDUZ_PDU[UQU]V 0

569 yγpositioninπDmooβDanβDkruπDhβministrationQhpprovγβDkruπsDηorDpnσiΗitinπDiilivγrβinDp–˛†D
yγβuαtasγDiDasDaDuovγlD‘σromΗoαytopγniaD‘σγrapγutiαD‘arπγtRRD2021PD

568 pnsiπσtsDintoDzγlγαtinDpnσiΗitorDkγsiπnDηromDlnβoπγnousDpsomγriαDsiπanβsDoηDzsγDanβDzsγRRD2021PDZUPDZT]YQZT_W 0

567 hααγssiΗilityDoηDnraηtγβDmunαtionalDnroupsDsimitsDyγaαtivityDoηDjovalγntDnrapσγnγDkγrivativγsRD
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566 pnsiπσtsDintoDsuΗstratγDΗγσaviorDinDaDsolvγntQηrγγDprotγinDliquiβDtoDrationalizγDitsDrγβuαγβDαatalytiαD
ratγRRD2022PDUVPDUU]_ZQUU_TY 1

565 ’ltraQσiπσDpγrmγaΗlγDpσγninγDnanotuΗγDmγmΗranγsDηorDwatγrDβγsalinationRRD2022PD 0

564 ’nravγllinπDporγDnγtworkDanβDπasDβynamiαsDinDσiπσlyDaβaptivγDruΗΗγryDorπaniαDηramγworksRD

563 hDtultisαalγDztuβyDoηDwσospσorylασolinγDkrivγnDjγllularDwσγnotypiαD‘arπγtinπRD 0

562 lηηiαiγntDlamγllarDtwoQβimγnsionalDprotonDασannγlsDβγrivγβDηromDβipolγDintγraαtionsDinDaD
polyγlγαtrolytγDmγmΗranγRD 1

561 juαurΗit[[·urilDyγαoπnitionDoηDnluαosaminγDhnomγrsDinD”atγrRD2022PDUU_U[] 0

560 tγασanismDoηDtixγβQ“alγnαγDmγ´•´•´•mγDmormationDinDmγzDjlustγrsDinDtσγDmγrrγβoxinDiinβinπDtotiηRRD
2022PD 0

559 hmmoniumDγnaΗlγsDrγvγrsiΗlγDaquγousD nDΗattγryDασγmistriγsDΗyDtailorinπDtσγDintγrpσasγRD2022PDYPDXUWQXVU 2

558 tolγαularDiasisDoηDtσγDyγαoπnitionDoηDjσolγstγrolDΗyDjytoασromγDwXYTDXZhUDalonπDtσγDtajorD
hααγssD‘unnγlRRD2022PD 0

557 vriπinDoηDtγtalDjlustγrD‘uninπDlnzymγDhαtivityDatDtσγDiioQuanoDpntγrηaαγRRD2022PDVPD_ZUQ_[U 1

556 pmpaαtDoηDyγmβγsivirDpnαorporationDalonπDtσγDwrimγrDztranβDonDzhyzQjo“QVDyuhQkγpγnβγntDyuhD
wolymγrasγRRD2022PD 1

555 oyβroxyασloroquinγDkoγsDuotDmunαtionDasDaDkirγαtD inαDponopσorγRD2022PDUXPD]__ 0

554 uovγlD’zQjpotkDwrotoαolDtoDztuβyDtσγDwrotonationQkγpγnβγntDtγασanismDoηDtσγDh‘wShkwD
jarriγrRRD2022PD 0

553 ’nravγlinπDtσγDΗinβinπDmγασanismDoηDtσγDaαtivγDηormDoηDyγmβγsivirDtoDyβypDoηDzhyzQjo“QVDanβD
βγsiπninπDnγwDpotγntialDanaloπuγsaDpnsiπσtsDηromDmolγαularDβynamiαsDsimulationsRRD2022PD[__PDUW_ZW] 0

552 ”atγrDmolγαulγQmγβiatγβDsγlγαtivγDinσiΗitionDoηDΗaαtγrialDzinαDmγtalloprotγinasγsDΗyD
nonQσyβroxamatγDαompounβsaDhΗDinitioDmolγαularDsimulationsRRD2022PDUUXPDUT]VTT

551 ‘aΗlγ−URβoαxRD2019PD

550 wrγsγntation−URpβηRD2020PD

549 kata−zσγγt−URβoαxRD2020PD
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548 wrγsγntation−URwkmRD2018PD

547 ‘aΗlγ−URpβηRD2018PD

546 kata−zσγγt−URwkmRD2018PD

545 kata−zσγγt−URpβηRD2018PD

544 kata−zσγγt−URwkmRD2018PD

543 wrγsγntation−URpβηRD2020PD

542 kata−zσγγt−URβoαxRD2019PD

541 kata−zσγγt−URβoαxRD2020PD

540 ‘aΗlγ−URkvj–RD2019PD

539 katazσγγt−URpβηRD2019PD

538 kata−zσγγt−URpβηRD2019PD

537 ‘aΗlγ−UR–sz–RD2019PD

536 ‘aΗlγ−URkvj–RD2019PD

535 “iβγo−URmpπRD2019PD

534 “iβγo−VRtv“RD2019PD

533 “iβγo−WRmpπRD2019PD

532 kata−zσγγt−URwkmRD2020PD

531 kata−zσγγt−URβoαxRD2020PD
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530 kata−zσγγt−URwkmRD2020PD

529 ‘aΗlγ−URkvj–RD2018PD

528 ‘aΗlγ−VRkvj–RD2018PD

527 ‘aΗlγ−WRkvj–RD2018PD

526 ‘aΗlγ−XRβoαxRD2018PD

525 ‘aΗlγ−YRβoαxRD2018PD

524 sonπQyanπγDvrπanizationDztuβyDoηDwipγriβiniumQiasγβDponiαDsiquiβsDΗyDwolarizaΗlγDtolγαularD
kynamiαsDzimulationsRRD2022PD

523
pnvγstiπationDoηD‘umorDjγllsDanβDyγαγptorQsiπanβDzimulationDtoβγlsDηorDtσγDkγvγlopmγntDoηDwl‘D
pmaπinπDwroΗγsD‘arπγtinπDwzthDanβDnywyDanβDaDwossiΗlγDjrosstalkDΗγtwγγnDtσγD‘woDyγαγptorsRRD
2022PD

2

522 pnQsiliαoDvptimizationDoηDmrizzlγβQ]DyγαγptorDpnσiΗitionDhαtivityDoηDjarΗamazγpinγaDkγsiπnDuγwD
hntiQjanαγrDhπγntRRD2022PD

521 ‘woDstatinsDanβDαromolynDasDpossiΗlγDβruπsDaπainstDtσγDαytotoxiαityDoηDh˛†LWUQWYMDanβDh˛†LVYQWYMD
pγptiβγsaDaDαomparativγDstuβyDΗyDaβvanαγβDαomputγrDsimulationDmγtσoβsRRD2022PDUVPDUWWYVQUWWZZ

520 hασiγvinπDσaloπγnDΗonβinπDγnσanαγβDultraQσiπσlyDγηηiαiγntDhplDanβDrγvγrsiΗlγDmγασanoασromismD
propγrtiγsDoηD‘wlQΗasγβDluminoπγnsaDpositionDoηDΗrominγDsuΗstituγntsRD 2

519 ‘σγorγtiαalDztuβyDoηDtσγDoyβroπγnQionβDpntγraαtionsDoηDjvVDinDtσγDvrπaniαDhΗsorΗγntD
UPWQkipσγnylπuaniβinγRD

518 hnDoptimalDaαquisitionDsασγmγDηorDxQΗanβDlwyDβistanαγDmγasurγmγntsDusinπDjuQΗasγβDprotγinD
laΗγlsRRD2022PD 1

517 ltσanolDγlγαtroQoxiβationDrγaαtionDonDtσγDwβLUUUMDsurηaαγDinDalkalinγDmγβiaaDinsiπσtsDηromDquantumD
anβDmolγαularDmγασaniαsRRD2022PD

516 “γrsistγrolPDaDnγwDγnβopσytiαDstγroiβDwitσDWjsDprotγasγDinσiΗitoryDaαtivityDηromDLmorsskRMD“iγrσRRD
2022PDUVPDUVY]WQUVY]_

515 tolγαularDsαrγγninπDoηDioniαDliquiβsDηorDjvVDaΗsorptionDanβDmolγαularDβynamiαDsimulationRD2022PD
VTPDW[_QW][

514 hnDinjγαtaΗlγPDnaproxγnQαonjuπatγβPDsupramolγαularDσyβroπγlDwitσDultraQlowDαritiαalDπγlationD
αonαγntrationQprγparγβDηromDaDknownDηolatγDrγαγptorDliπanβRRD2022PD 0

513 kisαovγryDoηDnovγlDanβDpotγntDpnσhDinσiΗitorsDΗyDanDsαrγγninπDanβDpσarmaαokinγtiαDprγβiαtionRRD
2022PD 0
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512 nrounβQstatγDβγstaΗilizationDΗyDγlγαtrostatiαDrγpulsionDisDnotDaDβrivinπDηorαγDinD
orotiβinγQYfQmonopσospσatγDβγαarΗoxylasγDαatalysisRD2022PDYPDWWVQWXU 1

511 zγlηQjonsistγntDwaramγtγrizationDoηDkuhDyγsiβuγsDηorDtσγDuonQwolarizaΗlγDhtilyDmorαγDmiγlβsRD
2022PDUVPDZZZ

510 tγασanistiαDjonunβrumDoηDjâ��jDionβDjlγavaπγDΗyDj—wYURD2022PDUVPDYZ[WQYZ]W 1

509 ponQzpγαiηiαDlηηγαtsDonD“γsiαlγQtoQtiαγllγD‘ransitionsDoηDanDhminoDhαiβDzurηaαtantDwroΗγβDΗyD
jσγmiαalD‘rappinπRRD2022PD 0

508 jomΗinγβDtkDanβDxtSttDjalαulationsDrγvγalDhllostγryDkrivγnDwromisαuityDinDkipγptiβγD
lpimγrasγsDoηDlnolasγDmamilyRD

507 pβγntiηyinπDzhyzQjo“QVDmainDprotγasγDinσiΗitorsDΗyDapplyinπDtσγDαomputγrDsαrγγninπDoηDaDlarπγD
βataΗasγDoηDmolγαulγsRRD2022PDWWPDWXUQWYZ

506 jσanπγsDinDprotonationDstatγsDoηDinQpatσwayDrγsiβuγsDαanDaltγrDliπanβDΗinβinπDpatσwaysDoΗtainγβD
ηromDspontanγousDΗinβinπDmolγαularDβynamiαsDsimulationsRD 0

505 wrγβiαtionDoηDjvt‘DpnσiΗitorsD’sinπDtaασinγDsγarninπDanβDtolγαularDkynamiαsDtγtσoβsRRD2022PD
UVZPDWX[[QWX_V 0

504 tolγαularDpntγraαtionsDΗγtwγγnDanDlnzymγDanβDptsDpnσiΗitorDηorDzγlγαtivγDkγtγαtionDoηDsimonγnγRRD
2022PD 1

503 ‘σγorγtiαalDstuβyDonDaππrγπationQinβuαγβDγmissionDoηDnγwDmultiQlayγrDWkDασiralDmolγαulγsRDUQUT

502 wsiylzwaDαalαulatinπDylzwDασarπγsDwitσDwsiXRD2022PD[PDXUTT

501 nriβDpnσomoπγnγousDzolvationD‘σγoryDηorDjrossQzolvationDinDyiπiβDzolvγntsRD

500 wσotoinβuαγβDασγmomimγtiαDΗioαatalysisDηorDγnantiosγlγαtivγDintγrmolγαularDraβiαalDαonjuπatγD
aββitionRD 2

499 ztruαturalDsnapsσotsDoηDnitrosoπlutatσionγDΗinβinπDanβDrγaαtivityDunβγrlyinπDzQnitrosylationDoηD
pσotosyntσγtiαDnhwkoRD

498 pnsiπσtsDintoDtσγDΗγσaviorDoηDunsaturatγβDβiaαylπlyαγrolsDinDmixγβDlipiβDΗilayγrsDinDrγlationDtoD
protγinDkinasγDjDaαtivationQhDmolγαularDβynamiαsDsimulationDstuβyRRD2022PDU]W_ZU 4

497 lxplorinπDuaturalDwroβuαtDhαtivityDanβDzpγαiγsDzourαγDjanβiβatγsDηorDountinπDhijiUD‘ransportγrD
pnσiΗitorsaDhnDpnDziliαoDkruπDkisαovγryDztuβyRD2022PDV[PDWUTX 2

496 jomputationalDtoβγlinπDoηDzupramolγαularDtγtalloQorπaniαDjaπγsâ��jσallγnπγsDanβDvpportunitiγsRDY]TZQY]VZ 3

495 ‘γstinπDhηηorβaΗlγDztratγπiγsDηorDtσγDjomputationalDztuβyDoηDyγaαtivityDinDjystγinγDwrotγasγsaD‘σγD
jasγDoηDzhyzQjo“QVDWjsDwrotγasγDpnσiΗitionRRD2022PD 3
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494 ’nβγrstanβinπDtσγDwQsoopDjonηormationDinDtσγDkγtγrminationDoηDpnσiΗitorDzγlγαtivityD‘owarβDtσγD
oγpatoαγllularDjarαinomaQhssoαiatγβDkarkDrinasγDz‘rU[iRD2022PD_PD 1

493 ntVSntWDαontrolsDtσγDorπanizationalDstatusDoηDjk]VStγtDmiαroβomainsaDηurtσγrDstuβiγsDinD
ntVSntWDαomplγxationRRD2022PD

492 aDhDwroπramDηorDllγαtrostatiαDwaramγtγrizationsDoηDhββitivγDanβDpnβuαγβDkipolγDwolarizaΗlγDmorαγD
miγlβsRRD2022PD 1

491 mastDγvaluationDtγασniquγDηorDtσγDsσγarDvisαosityDanβDioniαDαonβuαtivityDoηDγlγαtrolytγDsolutionsRRD
2022PDUVPD[V_U 0

490 lxplorinπDtσγDiinβinπDtγασanismDoηDaDzupramolγαularD‘wγγzγrDjsyTUDtoDUXQWQWˇ�DwrotγinDviaD
”γllQ‘γmpγrγβDtγtaβynamiαsRD2022PDUTPD

489 lxplorationDoηDpσospσorγnγDasDβoxoruΗiαinDnanoαarriγraDhnDatomistiαDviγwDηromDkm‘DαalαulationsD
anβDtkDsimulationsRRD2022PDVUYPDUUVYUW 1

488 hααγlγratinπDtσγDWkDrγηγrγnαγDintγraαtionDsitγDmoβγlDtσγoryDoηDmolγαularDsolvationDwitσDtrγγαoβγD
summationDanβDαutQoηηsRRD2022PD 0

487 pnβuαγβDαirαularDβiασroismDasDaDtoolDtoDmonitorDtσγDβisplaαγmγntDoηDliπanβsDΗγtwγγnDalΗuminsRD
2022PDUVUW[X 1

486
toβγlinπDtσγDztruαturγDoηDoumanDtyuhQnuaninγD‘ransπlyαosylasγDinDjomplγxDwitσD
[QtγtσylπuaninγDanβDyγvγalinπDtσγDmaαtorsDtσatDkγtγrminγDtσγDlnzymγDpntγraαtionDwitσDpnσiΗitorsRD
2022PD][PDXXWQXX_

485 hDασγmoprotγoinηormatiαsDapproaασDβγmonstratγsDtσatDaspirinDinαrγasγsDsγnsitivityDtoDtlrD
inσiΗitionDΗyDβirγαtlyDΗinβinπDtoDywzYRD 0

484 ’nβγrstanβinπDtσγDβiηηγrγntDαrossQmγmΗranγDtransportDkinγtiαsDoηDtwoDασarπγβDmolγαulγsDonD
kvwnDlipiβDsurηaαγDwitσDsγαonβDσarmoniαDπγnγrationDanβDtkDsimulationRD 0

483 sonπQranπγβDσγtγroπγnγousDstruαturγDinDaquγousDsolutionsDoηDtσγDβγγpDγutγαtiαDsolvγntDασolinγD
anβDπγranatγDatDtσγDliquiβQvaporDintγrηaαγRD 1

482 wropγrtyDspaαγDmappinπDoηDwsγuβomonasDaγruπinosaDpγrmγaΗilityDtoDsmallDmolγαulγsRRD2022PDUVPD]VVT 0

481 hpplyinπDjlassiαalPDPDanβDtaασinγQsγarninπDtolγαularDkynamiαsDzimulationsDtoDtσγDsiquiβD
llγαtrolytγDηorDyγασarπγaΗlγDiattγriγsRRD2022PD 9

480 ”atγrQyγπulatγβDtγασanismsDηorDkγπraβationDoηDwγstiαiβγsDwaraoxonDanβDwaratσionDΗyD
wσospσotriγstγrasγaDpnsiπσtDηromDxtSttDanβDtkDzimulationsRRD2022PD 0

479 llγαtrostatiαDjomplγmγntarityDinDztruαturγQiasγβDkruπDkγsiπnRRD2022PD 2

478 pntγπratγβDhpproaασDtoDpntγraαtionDztuβiγsDoηDwyrγnγDkγrivativγsDwitσDiovinγDzγrumDhlΗuminaD
pnsiπσtsDηromD‘σγoryDanβDlxpγrimγntRRD2022PD

477 kirγαtγβDγvolutionDoηDnonσγmγDironDγnzymγsDtoDaααγssDaΗioloπiαalDraβiαalQrγlayDjLspMQoDaziβationRRD
2022PDW[ZPD]Z_Q][X 5
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476 jσaotropiαDlηηγαtDoηDponsDonDtσγDzγlηQhππrγπatinπDwropγnsityDoηD”σitloαkâ��sDtolγαularD‘wγγzγrRD 1

475 zmallDwraαtiαalDjlustγrDtoβγlsDηorDwγrovskitγsDiasγβDonDtσγDzimilarityDjritγrionDoηDjγntralDsoαationD
lnvironmγntDanβD‘σγirDhppliαationsRD 0

474 koxoruΗiαinQpγptiβγQπolβDnanopartiαlγDαonjuπatγDasDaDηunαtionalizγβDβruπDβγlivγryDsystγmaD
γxplorinπDtσγDlimitsRD 0

473 hDαomputationallyDaηηorβaΗlγDapproaασDηorDaααuratγDprγβiαtionDoηDtσγDΗinβinπDaηηinityDoηDqhrVD
inσiΗitorsRD2022PDV]PD

472 zσγββinπDliπσtDonDtσγDΗinβinπDmγασanismDoηDkinasγDinσiΗitorsDipQVYWZPD“olasγtiΗDanβDyoQWV]TDwitσD
tσγirDpσarmaαoloπiαalDtarπγtDwsrURD2022PDVWVPDUUVX[[ 1

471
hDquantumQασγmistryDanβDmolγαularQβynamiαsDstuβyDoηDnonQαovalγntDintγraαtionsDΗγtwγγnD
triQnQΗutylDpσospσatγDanβDUQΗutylQWQmγtσylimiβazoliumDΗisLtriηluoromγtσylsulηonylMimiβγRD2022PD
WZTPDUU_XWT

470
uovγlDhzinγDsinkγβDoyΗriβsDoηDVQpnβolinonγDanβD‘σiazoloβinonγDzαaηηolβsDasDjkrVDpnσiΗitorsDwitσD
wotγntialDhntiαanαγrDhαtivityaDpnDziliαoDkγsiπnPDzyntσγsisPDiioloπiαalPDtolγαularDkynamiαsDanβD
iinβinπDmrγγDlnγrπyDztuβiγsRD2022PDUVZPDUTY]]X

1

469 pnsiπσtDintoDtσγDnuαlγosiβγDtransportDanβDinσiΗitionDoηDσumanDlu‘URD2022PDXPDU_VQVTY

468 tolγαularDβynamiαsDsimulationsDoηDtσγDαonηormationalDplastiαityDinDtσγDaαtivγDpoαkγtDoηD
saltQinβuαiΗlγDkinasγDVDLzprVMDmultiQstatγDΗinβinπDwitσDΗosutiniΗRD2022PDVTPDVY[XQVY]Z 1

467 wuΗliαDkataDzγtDoηDwrotγinâ��siπanβDkissoαiationDrinγtiαDjonstantsDηorDxuantitativγD
ztruαturγâ��rinγtiαsDyγlationsσipDztuβiγsRD 0

466 hllQatomDmolγαularDsimulationDstuβyDoηDαγllulosγDaαγtatγaDamorpσousDstruαturγDanβDtσγDβissolutionD
oηDsmallDmolγαulγRD

465 jomputγrQhiβγβDyationalDjonstruαtionDoηDtγβiatγβDiioγlγαtroαatalysisDwitσDˇ�QjonjuπatγβD
LoγtγroMαyαliαDtolγαulγsaD‘owarβDwromotγβDkistantDllγαtronD‘unnγlinπDanβDpmprovγβDiiosγnsinπRD 1

464 jrystalDztruαturγDoηDanDpntramolγαularDtγsaαonylQjoγnzymγDhD‘ransηγrasγDmromDtσγD
WQoyβroxypropioniαDhαiβDjyαlγDoηDyosγiηlγxusDαastγnσolziiRD2022PDUWPD 1

463 kataQkrivγnDanβDtultisαalγDtoβγlinπDoηDkuhQ‘γmplatγβDkyγDhππrγπatγsRD2022PDV[PDWXYZ 3

462 ‘σγorγtiαalDstuβiγsDonDVPWPYPZQ‘γtraLUoQtγtrazolQYQylMpyrazinγDanβDUPUQβiaminoQVPVQkinitroγtσylγnγD
ΗlγnβinπDsystγmRD2022PDUT]VWY 1

461 tolγαularDzimulationDhnalysγsDoηDwolymorpσismDjontrolDmaαtorsDΗyDtσγDγxamplγDoηDjarΗamazγpinγD
mormsDpQp“aDaDiluγprintDηorDpnβustrialDkruπDmormulationfRD2022PD 0

460 hntiβotalDγηηγαtDoηDαyαlosporinγDhDaπainstD˛–QamanitinDtoxiαityDinDjkQUDmiαγPDatDαliniαalDrγlγvantD
βosγsRD2022PDUUWU_] 0

459 hβsorptionDlnγrπγtiαsDoηDhminoDhαiβDhnaloπsDonDwolymγrS”atγrDpntγrηaαγsDztuβiγβDΗyDhllQhtomD
tolγαularDkynamiαsDzimulationDanβDaD‘σγoryDoηDzolutionsRD
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458
pnDsiliαoDβγsiπnDoηDnovγlDquinazolinγQΗasγβDαompounβsDasDpotγntialDtyαoΗaαtγriumDtuΗγrαulosisD
wkniDinσiΗitorsDtσrouπσDVkDanβDWkQxzhyPDmolγαularDβynamiαsDsimulationsDαomΗinγβDwitσD
pσarmaαokinγtiαDprγβiαtionsRD2022PDUUYPDUT]VWU

0

457 lηηγαtDoηDtσγDyUVZjDmutationDonDtσγDstruαturγDanβDηunαtionDoηDtσγDπluαosγDtransportγrDns’‘UaDhD
molγαularDβynamiαsDsimulationDstuβyRD2022PDUUZPDUT]VV[ 0

456 vnDtσγDpssuγsDpmpaαtinπDyγproβuαiΗilityDoηDhlασγmiαalDmrγγDlnγrπyDjalαulationsRDUT_QUVY

455 lηηγαtDoηDXQoyβroxyQsQwrolinγQjontaininπDwoβanβsDonDtσγDztγrγosγlγαtivityDoηDiiπinγllyDyγaαtionD
hααorβinπDtoDtolγαularDkynamiαsRD

454 toβγllinπDstruαturalDpropγrtiγsDoηDαyaninγDβyγDnanotuΗγsDatDαoarsγQπrainγβDlγvγlRD 0

453
kualDmunαtionalDhmpσipσiliαDzuπarQjoatγβDhplQhαtivγDmluorγsαγntDvrπaniαDuanopartiαlγsDηorDtσγD
tonitorinπDanβDpnσiΗitionDoηDpnsulinDhmyloiβDmiΗrillationDiasγβDonDjarΗoσyβratγQwrotγinD
pntγraαtionsRD

0

452 wrotγinâ��liπanβDΗinβinπDaηηinityDprγβiαtionDoηDαyαlinQβγpγnβγntDkinasγQVDinσiΗitorsDΗyDβynamiαallyD
avγraπγβDηraπmγntDmolγαularDorΗitalQΗasγβDintγraαtionDγnγrπyRD2022PDXWPDUWZVQUW[U 2

451 ’nravγlinπDtσγDyolγDoηDjσarπγDwattγrninπDinDtσγDtiαγllarDztruαturγDoηDzγquγnαγQkγηinγβD
hmpσipσiliαDwγptoiβDvliπomγrsDΗyDtolγαularDkynamiαsDzimulationsRD

450 hD’niηiγβDhpproaασDtoDkγrivγDhtomiαDwartialDjσarπγsDanβDwolarizaΗilitiγsDoηDponiαDsiquiβsRD

449 iγttγrDηorαγDηiγlβsDstartDwitσDΗγttγrDβataaDhDβataDsγtDoηDαationDβipγptiβγDintγraαtionsRD2022PD_PD 2

448 ”atγrDnγtworkDinDtσγDΗinβinπDpoαkγtDoηDηluorinatγβDiw‘pQ‘rypsinDαomplγxγsDQDinsiπσtsDηromD
simulationDanβDγxpγrimγntRD

447 iinβinπDoηDklwDβomainDtoDpσospσolipiβDmγmΗranγsaDtorγDtσanDjustDγlγαtrostatiαsRD2022PDU]W_]W

446 jontrollinπDonαoπγniαDryhzDsiπnalinπDpatσwaysDwitσDaDwallaβiumQrγsponsivγDpγptiβγRD2022PDYPD

445 iaαktraαkinπDoηDinηluγnzaDpolymγrasγDuponDαonsγαutivγDinαorporationDoηDnuαlγosiβγDanaloπuγD
‘UUTZDβirγαtlyDoΗsγrvγβDΗyDσiπσQrγsolutionDαryoQγlγαtronDmiαrosαopyRD

444 lmγrπγnαγDoηDllastiαDwropγrtiγsDinDaDtinimalistDyγsilinQkγrivγβDoγptapγptiβγDuponDirominationRDVVTT]T[

443 zourαγDoηDyatγDhααγlγrationDηorDjarΗoαationDjyαlizationDinDiiomimγtiαDzupramolγαularDjaπγsRD 1

442 jomΗinγβDtkDanβDxtSttDjalαulationsDrγvγalDhllostγryDkrivγnDwromisαuityDinDkipγptiβγD
lpimγrasγsDoηDlnolasγDmamilyRD 0

441 ztaΗilizationDoηDjkrZDΗyDriΗosomalDprotγinDuz[PDaDtarπγtDprotγinDoηDtσγDnaturalDproβuαtD
ηuαoxantσinolRD2022PDYPD
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440 lxplorinπDstruαturγDanβDβynamiαsDoηDtσγDpolylaαtiαQαoQπlyαoliαDaαiβâ��polyγtσylγnγDπlyαolDαopolymγrD
anβDitsDσomopolymγrDαonstituγntsDinDvariousDsolvγntsDusinπDallQatomDmolγαularDβynamiαsRD 0

439 oowDmraπilγD”γDhrγaDpnηluγnαγDoηDztimulatorDoηDpntγrηγronDnγnγsDLz‘punMD“ariantsDonDwatσoπγnD
yγαoπnitionDanβDpmmunγDyγsponsγDlηηiαiγnαyRD 0

438 vnDtσγDwossiΗilityD‘σatDionβDztrainDpsDtσγDtγασanismDoηDypunDlWDhαtivationDinDtσγDlVQjatalyzγβD
’ΗiquitinationDyγaαtionRD 1

437 ‘σγDvptimalDwγrmγationDoηDjyαliαDioronatγsDtoDjrossDtσγDvutγrDtγmΗranγDviaDtσγDworinDwatσwayRD
2022PDUUPD]XT 0

436 tγασanismsDoηDioniαDliquiβsDonDtσγDγnσanαγmγntDoηDintγrηaαialDtransportDoηDlitσiumDionsDinDαrownD
γtσγrDsystγmRD2022PDUWV[]V 1

435 ’nravγlinπDtσγDyγaαtionDtγασanismDoηDtoSjuDjvDkγσyβroπγnasγD’sinπDxtSttDjalαulationsRD2022
PDUVPD[WWZQ[WXW 1

434 tolγαularDlγvγlDinvγstiπationDonDtσγDimpaαtDoηDπγomγtriαDisomγrsDasDηluorinatγβDliπanβsDinDzpmzp–D
tvmDηorDnaturalDπasDswγγtγninπRDUQUV 0

433 lrynπiumDαrγtiαumDsRaDjσγmiαalDjσaraαtγrizationPDzhyzQjo“QVDpnσiΗitoryDhαtivityPDanβDpnDziliαoDztuβyRD 0

432 xuγrαγtinDanβDlutγolinDarγDsinπlγQβiπitDmiαromolarDinσiΗitorsDoηDtσγDzhyzQjo“QVDyuhQβγpγnβγntD
yuhDpolymγrasγRD2022PDUVPD 5

431 nasDhβsorptionDanβDkiηηusionDiγσaviorsDinDpntγrηaαialDzystγmsDjomposγβDoηDaDwolymγrDoηDpntrinsiαD
tiαroporosityDanβDhmorpσousDziliαaaDhDtolγαularDzimulationDztuβyRD2022PDW]PD[YZ[Q[Y[_

430 ’nravγlinπDanionDγηηγαtDonDlitσiumDionDβynamiαsDanβDintγraαtionsDinDαonαγntratγβDioniαDliquiβD
γlγαtrolytγRD2022PDWZUPDUU_ZV_

429 wroΗinπDtσγDmγασanismDoηDπrγγnDsolvγntDsoluΗilizationDoηDσγmiαγllulosγDΗasγβDonDmolγαularD
βynamiαsDsimulationsRD2022PDU]ZPDUUYUY_ 0

428 ’ltraηastDmˆ¶rstγrDyγsonanαγDlnγrπyD‘ransηγrDΗγtwγγnD‘yrosinγDanβD‘ryptopσanaDwotγntialD
jontriΗutionsDtoDwrotγinQ”atγrDkynamiαsDtγasurγmγntsRD 1

427 lxplorationDanβDvaliβationDoηDηorαγDηiγlβDβγsiπnDprotoαolsDtσrouπσDxtQtoQttDmappinπRD 1

426 tγtσoβsDηorDassγssinπDtσγDintγraαtionDoηDapoαarotγnoiβsDwitσDvγrtγΗratγDnuαlγarDrγαγptorsRD2022PD

425 pnDziliαoDiinβinπDhηηinityDwrγβiαtionDηorDtγtaΗotropiαDnlutamatγDyγαγptorsD’sinπDiotσDlnβpointD
mrγγDlnγrπyDtγtσoβsDanβDhDtaασinγDsγarninπQiasγβDzαorinπDmunαtionRD 1

424 tolγαularDkynamiαDpnsiπσtsDintoDtσγDkistinαtDzolvationDztruαturγsDoηDhromatiαDanβDhlipσatiαD
jompounβsDinDtonoγtσanolaminγQiasγβDkγγpDlutγαtiαDzolvγntsRD2022PDUVZPDX_VYQX_W] 0

423 hαtivationDoηDnlyαylDyaβiαalDlnzymγsQtultisαalγDtoβγlinπDpnsiπσtsDintoDjatalysisDanβDyaβiαalDjontrolD
inDaDwyruvatγDmormatγQsyasγQhαtivatinπDlnzymγRD 0
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422 tolγαularDtoβγlinπDoηDponiαDsiquiβsaDmorαγQmiγlβD“aliβationDanβD‘σγrmoβynamiαDwγrspγαtivγDηromD
sarπγQzαalγDmastQnrowtσDzolvationDmrγγDlnγrπyDjalαulationsRDVVTTV[X 0

421 ’ltraηastDpntγrsystγmDjrossinπDkynamiαsDoηDZQzγlγnoπuaninγDinD”atγrRD 1

420 toβγlinπDtσγDllγαtroniαDhΗsorptionDzpγαtraDoηDtσγDpnβoαarΗoαyaninγDjyWRD2022PDV[PDXTZV 1

419 tγmΗranγDlipiβDrγsσapinπDunβγrliγsDoxiβativγDstrγssDsγnsinπDΗyDtσγDmitoασonβrialDprotγinsD’jwUD
anβDhu‘URD

418 jσanπγsDinDwrotonationDztatγsDoηDpnQwatσwayDyγsiβuγsDαanDhltγrDsiπanβDiinβinπDwatσwaysDvΗtainγβD
mromDzpontanγousDiinβinπDtolγαularDkynamiαsDzimulationsRD_PD

417
tolγαularDβynamiαsDstuβyDoηDtσγDioniαDliquiβDUQnQσγxylQWQmγtσylimiβazoliumD
trisLpγntaηluoroγtσylMtriηluoropσospσatγDL[jZjUim·[mhw·MaDmorαγDηiγlβDβγvγlopmγntDanβDtσγDγηηγαtD
oηD[mhw·RD2022PDUTTTXT

0

416 jrystalDnrowtσDoηD’rγaDanβDptsDtoβulationDΗyDhββitivγsDasDhnalyzγβDΗyDhllQhtomDtkDzimulationDanβD
zolutionD‘σγoryRD

415 hααuratγDanβDlηηiαiγntDlstimationDoηDsγnnarβâ��qonγsDpntγraαtionsDηorDjoarsγQnrainγβDwartiαlγsDviaDaD
wotγntialDtatασinπDtγtσoβRD 0

414 joorβinationDzymmγtryDirγakinπDoηDzinπlγDhtomDjatalystsDηorDyoΗustDanβDlηηiαiγntDuitratγD
llγαtrorγβuαtionDtoDhmmoniaRDVVTY[Z[ 8

413 ztratγπiγsDηorDjontrollinπDtσγDzpatialDvriγntationDoηDzinπlγDtolγαulγsD‘γtσγrγβDonDkuhDvriπamiD
‘γmplatγsDwσysisorΗγβDonDnlassDzuΗstratγsaDpntγrαalationDanβDztrγtασinπRD2022PDVWPD[Z_T 2

412 zoluΗilityDoηDvrπaniαDzaltsDinDzolvγntâ��hntisolvγntDtixturγsaDhDjomΗinγβDlxpγrimγntalDanβD
tolγαularDkynamiαsDzimulationsDhpproaασRD

411 zαalaΗlγDwillar[Y·arγnγQpntγπratγβDwolyLarylatγQamiβγMDtolγαularDziγvγDtγmΗranγsDtoDzγparatγD
siπσtDnasγsRD 0

410 ztγriαDanβDllγαtroniαDvriπinsDoηDmluorγsαγnαγDinDnmwDanβDnmwQlikγDwrotγinsRD 2

409 kynamiαDkoαkinπDoηDtaαroαyαlγsDinDiounβDanβD’nΗounβDwrotγinDztruαturγsDwitσDkynakoαkRD

408 ‘oxiαDlηηγαtDoηDmullγrγnγDanβDptsDkγrivativγsDuponDtσγD‘ransmγmΗranγD˛†VQhβrγnγrπiαDyγαγptorsRD
2022PDV[PDXYZV 0

407 ‘σγDintγrplayDoηDασγmiαalDstruαturγPDpσysiαalDpropγrtiγsPDanβDstruαturalDβγsiπnDasDaDtoolDtoDmoβulatγD
tσγDpropγrtiγsDoηDmγlaninsDwitσinDmγsoporγsRD2022PDUVPD 1

406 lvaluatinπDtσγDaααuraαyDoηDtσγDhtilyDprotγinDηorαγDηiγlβsDinDmoβγlinπDβiσyβroηolatγDrγβuαtasγD
struαturγsaDmisΗalanαγDinDtσγDαonηormationalDarranπγmγntsDoηDtσγDηlγxiΗlγDloopDβomainsRDUQUY 0

405 mromDtosaiαQ‘ypγDtoDoγtγrojunαtionQ‘ypγDzlpDmilmsDonDtσγDsiDhnoβγaDkγαouplinπDjσγmiαalDanβD
llγαtroασγmiαalDkγπraβationDoηDtσγDllγαtrolytγRD2022PDUTPD_VWVQ_VXU
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404 ‘σγDyolγDoηDjonηormationalDkynamiαsDanβDhllostγryDinDtσγDjontrolDoηDkistinαtDlηηiαaαiγsDoηDhπonistsD
toDtσγDnluαoαortiαoiβDyγαγptorRD_PD 0

403 ztruαturalDsnapsσotsDoηDnitrosoπlutatσionγDΗinβinπDanβDrγaαtivityDunβγrlyinπDzQnitrosylationDoηD
pσotosyntσγtiαDnhwkoRD2022PDYXPDUTVW][ 0

402 lxplorationDoηDtσγDmultisαalγDintγraαtionDmγασanismDΗγtwγγnDnaturalDβγγpDγutγαtiαDsolvγntsDanβD
silyΗinDΗyDxjDαalαulationDanβDtkDsimulationRD2022PDWZWPDUU_[Z] 0

401 pβγntiηiαationDoηDaDnovγlDoηηQtarπγtDoηDparoxγtinγaDwossiΗlγDrolγDinDsγxualDβysηunαtionDinβuαγβDΗyDtσisD
zzypDantiβγprγssantDβruπRD2022PDUVZ]PDUWWZ_T 0

400 lηηγαtDoηDjosolvγntDonDtσγDzoluΗilityDoηDnluαosγDinDponiαDsiquiβsaDlxpγrimγntalDanβDtolγαularD
kynamiαsDzimulationsRD2022PDUUWYY_ 0

399 tγΗγnβazolγâ��sDjonηormationalDzpaαγDanβDptsDwrγβiαtγβDiinβinπDtoDoumanDoγatQzσoαkDwrotγinD_TRD

398 tγασanistiαDpnsiπσtsDintoDtσγDtγασanismDoηDpnσiΗitorDzγlγαtivityDtowarβDtσγDkarkDrinasγDz‘rU[iD
aπainstDptsDoiπσDoomoloπyDz‘rU[hRD2022PDV[PDXZYY 0

397 vnDtσγDmiαrostruαturγsDoηDtσγDΗulkDoηDwWo‘DamorpσousDηilmsDoΗtainγβDηromDtwoDprotoαolsaDpnsiπσtsD
ηromDmolγαularDβynamiαsDsimulationsRD2022PDUT]V[_

396 wγrηormanαγDlvaluationDanβDtolγαularDkynamiαsDzimulationDinDtσγDsiquiβQsiquiβDlxtraαtionDwroαγssD
oηDsowD‘ransitionD‘γmpγraturγDtixturγDOnQoγxanγOUPVQkiασloroγtσanγRD2022PDUU__UW 0

395 km‘DpnvγstiπationDoηDwolyγtσylγnγQαoQvinylDhαγtatγaDrinγtiαsDoηDpnitiationDanβDwropaπationPD
jopolymγrDjompositionPDanβD’nitDzγquγnαγDkistriΗutionRD

394 hnDγnαapsulatγβDnγutralDrutσγniumDαatalystDηorDsuΗstratγsγlγαtivγDoxiβationDoηDalαoσolsRD 1

393 lmγrπγnαγDoηDaDprotonDγxασanπγQΗasγβDisomγrizationDanβDlaαtonizationDmγασanismDinDtσγDplantD
αoumarinDsyntσasγDjvz—RD 0

392 tusαimolDσyβrationDanβDviΗrationalDspγαtrosαopyDâ��D‘σγDimpaαtDoηDγxpliαitDanβDimpliαitDwatγrRD2022PD
WZWPDUU_][T

391 iinβinπDmγασanismDoηDosγltamivirDanβDinηluγnzaDnγuraminiβasγDsuππγstsDpγrspγαtivγsDηorDtσγD
βγsiπnDoηDnγwDantiQinηluγnzaDβruπsRD2022PDU]PDγUTUTWXW

390 yγπulationDoηD‘yrosinasγDlnzymγDhαtivityDΗyDnlutatσionγDwγroxiβasγDtimiαsRD2022PD[TPD_[WTQ_[X[ 1

389 sitσiumDzolvationDanβDtoΗilityDinDponiαDsiquiβDllγαtrolytγsDwitσDhsymmγtriαDzulηonylQjyanoDhnionRD
2022PDZ[PDU]UTQU]VW 0

388 kγsiπninπDanβDzyntσγsisDoηDuγwDpsatinDkγrivativγsDasDwotγntialDjkrVDpnσiΗitorsRD2022PDVWPD]TXZ 2

387 tolγαularDsiπnaturγsDoηDtσγDπlassDtransitionDinDpolymγrsRD2022PDUTZPD 2
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386 toβγlinπDtσγDjomprγssiΗilityDoηDaDtultiαomponγntDsiquiβQjrystallinγDwσasγDjozUDΗyDtγansDoηD
tolγαularDkynamiαsRD2022PD_ZPDUYUWQUYU]

385 mlyDαastinπDwitσDliπanβDsliβinπDanβDoriγntationalDsγlγαtionDsupportinπDαomplγxDηormationDoηDaDnwjyD
anβDaDmiββlγDsizγβDηlγxiΗlγDmolγαulγRD2022PDUVPD 0

384 ztruαturalDhnalysisDoηDtσγDwolyLtσymiβinγMâ��tγlaminγDhssγmΗlyRD

383 zolvγntDlηηγαtsDonD’ltraηastDjσarπγD‘ransηγrDwopulationaDpnsiπσtsDηromDtσγDxuantumDkynamiαsDoηD
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236 jomprγσγnsivγDγvaluationDoηDγnβQpointDηrγγDγnγrπyDtγασniquγsDinDαarΗoxylatγβQpillar[Z·arγnγD
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lnγrπyDzimulationsRD 0

230 vpγnDiinβinπDwosγDtγtaβynamiαsaDhnDlηηγαtivγDhpproaασDηorDtσγDyankinπDoηDwrotγinâ��siπanβD
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quγrαγtinDpropγrtiγsRD2023PDUVVTPDUUW_]U 0

221 oγptakisLVPZQβiQvQmγtσylMQ˛†QjkDasDaDσostDoηDolanzapinγaDlxpγrimγntalDanβDαomputationalDstuβyRD
2023PDUV[ZPDUWX]UV 0

220 wσotoαatalytiαDoyβroπγnDwroβuαtionDanβDjarΗonDkioxiβγDyγβuαtionDjatalyzγβDΗyDanDhrtiηiαialD
joΗaltDoγmoprotγinRD2022PDVWPDUXZXT 0

219 vrtσoπonalDπlyαolytiαDpatσwayDγnaΗlγsDβirγαtγβDγvolutionDoηDnonαanoniαalDαoηaαtorDoxiβasγRD2022PD
UWPD 0

218 zγquγnαγDjontrollγβDzγαonβaryDztruαturγDkγtγrminγsDzitγQsγlγαtivityDoηDsantσipγptiβγsRD 0
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