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259 zitroπβnHδixationHanΣHrβΣuΠtionHatHboronVHScienceTH2018TH[aeTHdebUeXX 33.3 632

258 qxΠitonHtrappinπHinHpiUΠonjuπatβΣHmatβrialsfHaHquantumUΠσβmistryUbasβΣHprotoΠolHappliβΣHtoH
pβrylβnβHbisimiΣβHΣyβHaππrβπatβsVHJournalbofbthebAmericanbChemicalbSocietyTH2008THY[XTHYZdadUe 16.4 258

257 zβwHalπoritσmsHδorHanHinΣiviΣuallyHsβlβΠtinπHy„UouHproπramVHChemicalbPhysicsTH1997THZZaTHYecUZXZ 2.3 146

256 qlβΠtronHpβloΠalizationHinH„βΣuΠβΣHrormsHoδHZUPnyβsZQpyrβnβHanΣHZTcUnisPnyβsZQpyrβnβVHJournalb
ofbthebAmericanbChemicalbSocietyTH2015THY[cTHbcaXU[ 16.4 118

255 SiUqHPqHiHzTH{THrQHbonΣinπHinHaHσβxaΠoorΣinatβΣHsiliΠonHΠomplβxfHnβwHδaΠtsHδromHβxpβrimβntalHanΣH
tσβorβtiΠalHΠσarπβHΣβnsityHstuΣiβsVHJournalbofbthebAmericanbChemicalbSocietyTH2004THYZbTHaab[Ud 16.4 114

254 –ltraδastHqxΠitonHSβlδU”rappinπHuponHsβomβtryHpβδormationHinH}βrylβnβUnasβΣHyolβΠularH
mππrβπatβsVHJournalbofbPhysicalbChemistrybLettersTH2013TH]THceZUb 6.4 110

253 rirstUprinΠiplβsHΠalΠulationsHoδHanisotropiΠHΠσarπβUΠarriβrHmobilitiβsHinHorπaniΠHsβmiΠonΣuΠtorH
ΠrystalsVHPhysicalbReviewbBTH2011THd[TH 3.3 103

252 SizHvβrsusHSSUzUfHanHβxpβrimβntalHanΣHtσβorβtiΠalHΠσarπβHΣβnsityHstuΣyVHJournalbofbthebAmericanb
ChemicalbSocietyTH2004THYZbTHYcdYUe[ 16.4 103

251 ”βmporaryHanionsHUHΠalΠulationHoδHβnβrπyHanΣHliδβtimβHbyHabsorbinπHpotβntialsfHtσβHrβsonanΠβVH
JournalbofbPhysicsbB:bAtomicobMolecularbandbOpticalbPhysicsTH1998TH[YTH]YXcU]YZZ 1.3 98

250
–nΣβrstanΣinπHπrounΣUHanΣHβxΠitβΣUstatβHpropβrtiβsHoδHpβrylβnβHtβtraΠarboxyliΠHaΠiΣHbisimiΣβH
ΠrystalsHbyHmβansHoδHquantumHΠσβmiΠalHΠomputationsVHJournalbofbthebAmericanbChemicalbSocietyTH
2009THY[YTHYabbXUd

16.4 94

249 ”σβHpβntapσβnylborolβUZTbUlutiΣinβHaΣΣuΠtfHaHsystβmHwitσHunusualHtσβrmoΠσromiΠHanΣH
pσotoΠσromiΠHpropβrtiβsVHAngewandtebChemiebpbInternationalbEditionTH2011THaXTHZd[[Ub 16.4 85

248 mHΠlβarHΠorrβlationHbβtwββnHtσβHΣiraΣiΠalHΠσaraΠtβrHoδHYT[UΣipolβsHanΣHtσβirHrβaΠtivityHtowarΣH
βtσylβnβHorHaΠβtylβnβVHJournalbofbthebAmericanbChemicalbSocietyTH2010THY[ZTHcb[YUc 16.4 84

247 £σatHΠontrolsHtσβHrβaΠtivityHoδHYT[UΣipolarHΠyΠloaΣΣitionskVHAngewandtebChemiebpbInternationalb
EditionTH2009TH]dTHcebdUcX 16.4 81

246 zovβlHΣβnπuβHvirusHzSZnWzS[HprotβasβHinσibitorsVHAntimicrobialbAgentsbandbChemotherapyTH2015TH
aeTHYYXXUe 5.9 80

245 {nHtσβHmΠΠuraΠyHoδH”σβorβtiΠallyHanΣHqxpβrimβntallyHpβtβrminβΣHqlβΠtronHpβnsitiβsHoδH}olarH
nonΣsVHJournalbofbPhysicalbChemistrybATH2004THYXdTHe]]ZUe]aZ 2.8 80

244 StruΠturβâ��propβrtyHrβlationsσipsHδorHYTcUΣipσβnoxyUpβrylβnβHbisimiΣβsHinHsolutionHanΣHinHtσβHsoliΣH
statβVHChemicalbScienceTH2014THaTHbXdUbYe 9.4 78

243 „βΠβntHpβvβlopmβntsHinHoonδiπurationHuntβraΠtionHanΣHpβnsityHrunΠtionalH”σβoryHoalΠulationsHoδH
„aΣiΠalHtypβrδinβHStruΠturβVVHAdvancesbinbQuantumbChemistryTH1996THZcTHZecU[be 1.4 77
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242 oontributionHoδHSurδaΠβH„βsonanΠβsHtoHSΠanninπH”unnβlinπHyiΠrosΠopyHumaπβsfHPYYXQHSurδaΠβsHoδH
uuuU—HSβmiΠonΣuΠtorsVHPhysicalbReviewbLettersTH1996THccTHZeecU[XXX 7.4 76

241 mssβssmβntHoδHquantumHΠσβmiΠalHmβtσoΣsHanΣHbasisHsβtsHδorHβxΠitationHβnβrπyHtransδβrVHChemicalb
PhysicsTH2008TH[]bTHZcaUZda 2.3 68

240 oomparisonHbβtwββnHabHinitioHtσβoryHanΣHsΠanninπHtunnβlinπHmiΠrosΠopyHδorHPYYXQHsurδaΠβsHoδHuuuU—H
sβmiΠonΣuΠtorsVHPhysicalbReviewbBTH1998THadTHcceeUcdYa 3.3 68

239 mH”σβorβtiΠalHoomparisonHoδH”woHoompβtinπHpiraΣiΠalHoyΠlizationsHinHqnynβUmllβnβsfHH”σβH
yyβrsâ��SaitoHanΣHtσβHzovβlHoZâ��obHoyΠlizationVHJournalbofbthebAmericanbChemicalbSocietyTH1998THYZXTHb[abUb[bY16.4 67

238
mssβssmβntHoδH”pUpr”UHanΣH”pUtrUbasβΣHapproaΠσβsHδorHtσβHprβΣiΠtionHoδHβxΠitonHΠouplinπH
paramβtβrsTHpotβntialHβnβrπyHΠurvβsTHanΣHβlβΠtroniΠHΠσaraΠtβrsHoδHβlβΠtroniΠallyHβxΠitβΣHaππrβπatβsVH
JournalbofbComputationalbChemistryTH2011TH[ZTHYecYUdY

3.5 64

237
JwnoΠkUoutJHanaloπuβsHasHaHtoolHtoHquantiδyHsupramolβΠularHproΠβssβsfHaHtσβorβtiΠalHstuΣyHoδH
molβΠularHintβraΠtionsHinHπuaniΣinioΠarbonylHpyrrolβHΠarboxylatβHΣimβrsVHJournalbofbthebAmericanb
ChemicalbSocietyTH2005THYZcTHYYYYaUZ]

16.4 63

236 mHΠomparativβHabHinitioHstuΣyHoδHtσβHSiZo]THSi[o[THanΣHSi]oZHΠlustβrsVHJournalbofbChemicalbPhysicsTH
1994THYXYTHbceXUbcee 3.9 60

235
oomputationalHassβssmβntHoδHtσβHβlβΠtroniΠHstruΠturβsHoδHΠyΠloσβxaUYTZT]UtriβnβTH
YUoxaΠyΠloσβxaUZT[TaUtriβnβHP[ΣβltaPZQUpyranQTHtσβirHbβnzoHΣβrivativβsTHanΣHΠyΠloσβxaUYTZUΣiβnβVHmnH
βxpβrimβntalHapproaΠσHtoH[ΣβltaPZQUpyranVHJournalbofbthebAmericanbChemicalbSocietyTH2002THYZ]THZdcUec

16.4 59

234 mΠΠuratβHuntβrmolβΠularH}otβntialsHwitσH}σysiΠallyHsrounΣβΣHqlβΠtrostatiΠsVHJournalbofbChemicalb
TheorybandbComputationTH2011THcTHYceYUdX[ 6.4 58

233 yultiplβHrβΣuΠtionHoδHZTaUbisPborolylQtσiopσβnβfHisolationHoδHaHnβπativβHbipolaronHbyH
ΠomproportionationVHAngewandtebChemiebpbInternationalbEditionTH2013THaZTHYZdaZUa 16.4 57

232 ”woHzovβlH”σβrmalHniraΣiΠalHoyΠlizationsHoδHqnynβUwβtβniminβsfH”σβoryTHqxpβrimβntTHanΣHSyntσβtiΠH
}otβntialVHAngewandtebChemiebpbInternationalbEditionTH1998TH[cTHYabZUYab] 16.4 55

231
”woHzovβlH”σβrmalHniraΣiΠalHoyΠlizationsHinH”σβoryHanΣHqxpβrimβntfHzβwHSyntσβtiΠH„outβsHtoH
btUunΣoloöZT[UbüquinolinβsHanΣHZUmminoquinolinβsHδromHqnynβUoarboΣiimiΣβsVHAngewandtebChemieb
pbInternationalbEditionTH1998TH[cTHZ[cYUZ[c[

16.4 53

230 mziriΣiΣβUbasβΣHinσibitorsHoδHΠatσβpsinHxfHsyntσβsisTHinσibitionHaΠtivityTHanΣHΣoΠkinπHstuΣiβsVH
ChemMedChemTH2006THYTHYYZbU]Y 3.7 53

229
”σβorβtiΠalHstuΣiβsHaboutHtσβHinδluβnΠβHoδHΣiδδβrβntHrinπHsubstituβntsHonHtσβHnuΠlβopσiliΠHrinπH
opβninπHoδHtσrββUmβmbβrβΣHσβtβroΠyΠlβsHanΣHpossiblβHimpliΠationsHδorHtσβHmβΠσanismsHoδHΠystβinβH
protβasβHinσibitorsVHJournalbofbOrganicbChemistryTH2005THcXTHZ[[Uc

4.2 53

228 oomparisonHoδHtσβHβlβΠtroniΠHstruΠturβHoδHΣiδδβrβntHpβrylβnβUbasβΣHΣyβUaππrβπatβsVHJournalbofb
ComputationalbChemistryTH2012TH[[THYa]]Ua[ 3.5 52

227 StablβHδivβUmβmbβrβΣUrinπHallβnβsHwitσHsβΠonΣUrowHβlβmβntsHonlyfHnotHallβnβsTHbutHzwittβrionsVH
AngewandtebChemiebpbInternationalbEditionTH2009TH]dTHYa[dUegHautσorHrβplyHYa]XUZ 16.4 52

226 ”σβHimportanΠβHoδHtσβHβnβHrβaΠtionHδorHtσβHoPZQUoPbQHΠyΠlizationHoδHβnynβUallβnβsVHJournalbofbtheb
AmericanbChemicalbSocietyTH2001THYZ[THaaacUbZ 16.4 52

225 oalΠulationHoδHσypβrδinβHΠouplinπHΠonstantsVHMolecularbPhysicsTH1987THbZTHYXeUYZc 1.7 52

(1987-1996)
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224
yoΣβlHoalΠulationsHaboutHtσβHunδluβnΠβHoδH}rotiΠHqnvironmβntsHonHtσβHmlkylationHStβpHoδHqpoxiΣβTH
mziriΣinβTHanΣH”σiiranβHnasβΣHoystβinβH}rotβasβHunσibitorsVHJournalbofbPhysicalbChemistrybATH2004TH
YXdTHcbeYUccXY

2.8 51

223 {nHtσβHoriπinHoδHtσβHstabilizationHoδHtσβHzwittβrioniΠHrβstinπHstatβHoδHΠystβinβHprotβasβsfHaH
tσβorβtiΠalHstuΣyVHJournalbofbthebAmericanbChemicalbSocietyTH2008THY[XTHdbebUcXa 16.4 50

222 SinπlβtHqxΠitonHpiδδusionHinH{rπaniΠHorystalsHnasβΣHonHyarΠusH”ransδβrH„atβsVHJournalbofbChemicalb
TheorybandbComputationTH2014THYXTHYZ]ZUaa 6.4 49

221 QuantumHoσβmiΠalUnasβΣH}rotoΠolHδorHtσβH„ationalHpβsiπnHoδHoovalβntHunσibitorsVHJournalbofbtheb
AmericanbChemicalbSocietyTH2016THY[dTHd[[ZUa 16.4 47

220 yultiΣimβnsionalHspβΠtrosΠopyHoδHpσotorβaΠtivityVHProceedingsbofbthebNationalbAcademybofbSciencesb
ofbthebUnitedbStatesbofbAmericaTH2014THYYYTH]cb]Ue 11.5 46

219 StuΣyHoδHinδluβnΠβsHoδHvariousHβxΠitationHΠlassβsHonabHinitioHΠalΠulatβΣHisotropiΠHσypβrδinβHΠouplinπH
ΠonstantsVHTheoreticabChimicabActaTH1993THdbTH]ZeU][c 46

218 uΣβntiδiΠationHoδHultraδastHrβlaxationHproΠβssβsHasHaHmajorHrβasonHδorHinβδδiΠiβntHβxΠitonHΣiδδusionHinH
pβrylβnβUbasβΣHorπaniΠHsβmiΠonΣuΠtorsVHJournalbofbthebAmericanbChemicalbSocietyTH2014THY[bTHe[ZcU[c 16.4 45

217 ”σβHσypβrδinβHΠouplinπHΠonstantsHoδHtσβHXH[â��UHstatβsHoδHztVHMolecularbPhysicsTH1989THbcTHad[UbXX 1.7 45

216 mbHinitioHstuΣyHoδHtσβHβnβrπyHΣiδδβrβnΠβHbβtwββnHtσβHΠyΠliΠHanΣHlinβarHδormsHoδHtσβHobHmolβΠulβVH
JournalbofbChemicalbPhysicsTH1994THYXYTH]X]ZU]X]d 3.9 43

215
”σβHΣimβrUapproaΠσHtoHΠσaraΠtβrizβHoptoUβlβΠtroniΠHpropβrtiβsHoδHanΣHβxΠitonHtrappinπHanΣH
ΣiδδusionHinHorπaniΠHsβmiΠonΣuΠtorHaππrβπatβsHanΣHΠrystalsVHPhysicalbChemistrybChemicalbPhysicsTH
2017THYeTHYZbX]UYZbYe

3.6 42

214 mHmultirβδβrβnΠβHΠonδiπurationHintβraΠtionHstuΣyHoδHtσβHσypβrδinβHstruΠturβHoδHtσβHmolβΠulβsHoo{TH
ozzTHanΣHzozHinHtσβirHtriplβtHπrounΣHstatβsVHJournalbofbChemicalbPhysicsTH1994THYXYTHcbdbUcbeY 3.9 42

213
mbHinitioHinvβstiπationHoδHtσβHvibroniΠHstruΠturβHoδHtσβHoZtHspβΠtrumfHoomputationHoδHtσβH
vibroniΠallyHavβraπβΣHvaluβsHδorHtσβHσypβrδinβHΠouplinπHΠonstantsVHJournalbofbMolecularb
SpectroscopyTH1991THYaXTHcXUda

1.3 42

212 StuΣyHoδHtσβHσypβrδinβHΠouplinπHΠonstantsHoδHtσβHmolβΠulβsHztZTHztpHanΣHzpZVHChemicalbPhysicsb
LettersTH1990THYcZTHYdXUYdb 2.5 42

211 usolationHoδHΣiborβnβsHanΣHtσβirHeX´°UtwistβΣHΣiraΣiΠalHΠonπβnβrsVHNaturebCommunicationsTH2018THeTHYYec 17.4 41

210 mtomistiΠHinsiπσtsHintoHtσβHinσibitionHoδHΠystβinβHprotβasβsfHδirstHQyWyyHΠalΠulationsHΠlariδyinπHtσβH
stβrβosβlβΠtivityHoδHβpoxiΣβUbasβΣHinσibitorsVHJournalbofbPhysicalbChemistrybBTH2008THYYZTHYYcedUdXd 3.4 41

209
mtomistiΠHinsiπσtsHintoHtσβHinσibitionHoδHΠystβinβHprotβasβsfHδirstHQyWyyHΠalΠulationsHΠlariδyinπHtσβH
rβπiospβΠiδiΠityHanΣHtσβHinσibitionHpotβnΠyHoδHβpoxiΣβUHanΣHaziriΣinβUbasβΣHinσibitorsVHJournalbofb
PhysicalbChemistrybBTH2008THYYZTHa]adUbe

3.4 41

208
mHΣβtailβΣHstuΣyHoδHtσβHΠonδiπurationHsβlβΠtβΣHmultirβδβrβnΠβHΠonδiπurationHintβraΠtionHmβtσoΣH
ΠombinβΣHwitσHpβrturbationHtσβoryHtoHΠorrβΠtHtσβHwavβHδunΠtionVHJournalbofbChemicalbPhysicsTH1994TH
YXXTHY[dXUY[db

3.9 40

207 ”σβorβtiΠalHstuΣyHoδHβlβΠtronHspinHrβsonanΠβHparamβtβrsfHtZozHanΣHtZo{SVHJournalbofbChemicalb
PhysicsTH1994THYXXTHZe[bUZe]Z 3.9 39
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206 piδδiΠultiβsHinHtσβHΠalΠulationHoδHβlβΠtronHspinHrβsonanΠβHparamβtβrsHusinπHΣβnsityHδunΠtionalH
mβtσoΣsVHChemicalbPhysicsbLettersTH1994THZ[XTH[edU]X] 2.5 39

205 qstimationHoδHtσβHinδluβnΠβHoδHtσβHΠonδiπurationsHnβπlβΠtβΣHwitσinHtrunΠatβΣHmultiUrβδβrβnΠβHouH
wavβδunΠtionsHonHmolβΠularHpropβrtiβsVHChemicalbPhysicsbLettersTH1991THYceTH[edU]X] 2.5 39

204 untβraΠtionHoδHPbβnzyliΣβnβUσyΣrazonoQUYT]UΣiσyΣropyriΣinβsHwitσHbβtaUamyloiΣTHaΠβtylΠσolinβTHanΣH
butyrylΠσolinβHβstβrasβsVHBioorganicbandbMedicinalbChemistryTH2010THYdTHZX]eUae 3.4 37

203 ”σβHimportanΠβHoδHtσβHaΠtivβHsitβHσistiΣinβHδorHtσβHaΠtivityHoδHβpoxiΣβUHorHaziriΣinβUbasβΣHinσibitorsH
oδHΠystβinβHprotβasβsVHChemMedChemTH2007THZTHYZXUd 3.7 37

202 mbHinitioHΠonδiπurationHintβraΠtionHΣβsΠriptionHoδHβxΠitationHβnβrπyHtransδβrHbβtwββnHΠlosβlyH
paΠkβΣHmolβΠulβsVHChemicalbPhysicsTH2008TH[][TH[a[U[bY 2.3 37

201 mnHy„pUouHstuΣyHoδHlowUlyinπHβlβΠtroniΠHstatβsHinHoarVHChemicalbPhysicsbLettersTH1991THYcbTH]XcU]YZ 2.5 37

200
nβnΠσmarkinπHsinπlβtHanΣHtriplβtHβxΠitationHβnβrπiβsHoδHmolβΠularHsβmiΠonΣuΠtorsHδorHsinπlβtH
δissionfH”uninπHtσβHamountHoδHtrHβxΠσanπβHanΣHaΣjustinπHloΠalHΠorrβlationHtoHobtainHaΠΠuratβH
δunΠtionalsHδorHsinπlβtâ��triplβtHπapsVHChemicalbPhysicsTH2017TH]dZTH[YeU[[d

2.3 36

199 zβwHΣyβsHbasβΣHonHaminoUsubstitutβΣHaΠriΣiziniumHsaltsUUsyntσβsisHanΣHβxΠβptionalHpσotoΠσβmiΠalH
propβrtiβsVHChemistrybpbAbEuropeanbJournalTH2000THbTHZda]Ub] 4.8 36

198
mnHβxpβrimβntalHanΣHΠomputationalHstuΣyHonHtσβHrβaΠtivityHanΣHrβπiosβlβΠtivityHδorHtσβH
nitrosoarβnβHβnβHrβaΠtionfHΠomparisonHwitσHtriazolinβΣionβHanΣHsinπlβtHoxyπβnVHJournalbofbtheb
AmericanbChemicalbSocietyTH2001THYZ[THaa]ZUd

16.4 36

197 oomparisonHoδHΣiδδβrβntHratβHΠonstantHβxprβssionsHδorHtσβHprβΣiΠtionHoδHΠσarπβHanΣHβnβrπyH
transportHinHoliπoaΠβnβsVHWileybInterdisciplinarybReviews:bComputationalbMolecularbScienceTH2016THbTHbe]UcZX7.9 36

196 mHΠombinβΣHΠomputationalHanΣHβxpβrimβntalHstuΣyHoδHtσβHσyΣroπβnUbonΣβΣHΣimβrsHoδHxantσinβH
anΣHσypoxantσinβVHJournalbofbPhysicalbChemistrybATH2005THYXeTHYcX[UYZ 2.8 35

195 ”σβorβtiΠalHanalysisHoδHtσβHrβlaxationHΣynamiΠsHinHpβrylβnβHbisimiΣβHΣimβrsHβxΠitβΣHbyHδβmtosβΠonΣH
lasβrHpulsβsVHJournalbofbPhysicalbChemistrybATH2014THYYdTHY]X[UYZ 2.8 34

194 oationUˇ�HintβraΠtionsfHaΠΠuratβHintβrmolβΠularHpotβntialHδromHsymmβtryUaΣaptβΣHpβrturbationH
tσβoryVHJournalbofbPhysicalbChemistrybBTH2013THYYcTHYXXe[UYXZ 3.4 34

193
qnvironmβntalHβδδβΠtsHonHΠσarπβHΣβnsitiβsHoδHbioloπiΠallyHaΠtivβHmolβΠulβsfHΣoHmolβΠulβHΠrystalH
βnvironmβntsHinΣββΣHapproximatβHprotβinHsurrounΣinπskVHJournalbofbPhysicalbChemistrybBTH2009TH
YY[THaXcZUdZ

3.4 34

192 nβnΠσmarkHStuΣyHδorHtσβHoystβinβUtistiΣinβH}rotonH”ransδβrH„βaΠtionHinHaH}rotβinHqnvironmβntfH
sasH}σasβTHo{Sy{THQyWyyHmpproaΠσβsVHJournalbofbChemicalbTheorybandbComputationTH2013THeTHYcbaUcc6.4 33

191 mnisotropyHoδHsinπlβtHβxΠitonHΣiδδusionHinHorπaniΠHsβmiΠonΣuΠtorHΠrystalsHδromHabHinitioHapproaΠσβsVH
JournalbofbChemicalbPhysicsTH2014THY]XTHXZ]aX[ 3.9 33

190
mbHinitioHinvβstiπationHoδHtσβHvibroniΠHstruΠturβHoδHtσβHoZtHspβΠtrumfHoalΠulationHoδHtσβHσypβrδinβH
ΠouplinπHΠonstantsHδorHtσβHtσrββHlowβstUlyinπHβlβΠtroniΠHstatβsVHJournalbofbMolecularbSpectroscopyTH
1991THYaXTHabUbe

1.3 33

189 }σβnylβnβHβtσynylβnβUtβtσβrβΣHpβrylβnβHbisimiΣβHδolΣaUΣimβrHanΣHδolΣaUtrimβrfHinvβstiπationsHonH
δolΣinπHδβaturβsHinHπrounΣHanΣHβxΠitβΣHstatβsVHChemistrybpbAbEuropeanbJournalTH2015THZYTHbYaU[X 4.8 32
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188 StruΠturβUpropβrtyHrβlationsσipHoδHpβrylβnβHbisimiΣβHmaΠroΠyΠlβsHprobβΣHbyHatomiΠHδorΠβH
miΠrosΠopyHanΣHsinπlβUmolβΠulβHδluorβsΠβnΠβHspβΠtrosΠopyVHACSbNanoTH2013THcTHaXb]Ucb 16.7 32

187 „inπHsizβHβδδβΠtsHinHtσβHoZâ��obHbiraΣiΠalHΠyΠlisationHoδHβnynβâ��allβnβsHanΣHtσβHrβlβvanΠβHδorH
nβoΠarzinostatinVHPerkinbTransactionsbIIbRSCTH2001THY[[YUY[[e 32

186 sβomβtryHanΣHΠoopβrativityHβδδβΠtsHinHaΣβnosinβUΠarboxyliΠHaΠiΣHΠomplβxβsVHJournalbofbtheb
AmericanbChemicalbSocietyTH2005THYZcTHYbYaYUd 16.4 31

185 pipβptiΣylHzitroalkβnβsHasH}otβntH„βvβrsiblβHunσibitorsHoδHoystβinβH}rotβasβsH„σoΣβsainHanΣH
oruzainVHACSbMedicinalbChemistrybLettersTH2016THcTHYXc[UYXcb 4.3 31

184 {liπoPborolylQbβnzβnβsUUsyntσβsisHanΣHpropβrtiβsVHChemistrybpbAbEuropeanbJournalTH2012THYdTHY]ZeZU[X] 4.8 30

183 oonδormationalHanalysisHoδHarπininβHinHπasHpσasβUUaHstratβπyHδorHsΠanninπHtσβHpotβntialHβnβrπyH
surδaΠβHβδδβΠtivβlyVHJournalbofbComputationalbChemistryTH2008THZeTH]XcUYa 3.5 30

182 ”σβorβtiΠalHstuΣyHoδHroZt]VHThebJournalbofbPhysicalbChemistryTH1989THe[TH]]bZU]]cX 30

181 StruΠturalHanΣHΠσβmiΠalHinsiπσtsHintoHtσβHΠovalβntUallostβriΠHinσibitionHoδHtσβHprotβinHkinasβHmktVH
ChemicalbScienceTH2019THYXTH[ac[U[ada 9.4 30

180 ”σβorβtiΠalHstuΣyHoδHwβakHooHΣoublβHbonΣHΠoorΣinationHinHaHπolΣHPuQHΠatalystHprβΠursorVH
ComputationalbandbTheoreticalbChemistryTH2010THeacTHZYUZa 29

179 ”σβorβtiΠalHstuΣyHoδHtσβHrβaΠtionHoδHalkynβsHwitσHδuranHΠatalyzβΣHbyHmuol[HanΣHmuolVHInternationalb
JournalbofbQuantumbChemistryTH2007THYXcTH[aeU[ba 2.1 29

178 {nHaHtσβorβtiΠalHmoΣβlHδorHtσβH„βnnβrâ��”βllβrHβδδβΠtHinHtβtraUatomiΠHmolβΠulβsVHJournalbofbChemicalb
PhysicsTH1996THYXaTHdabeUdada 3.9 29

177 ”σβorβtiΠalHstuΣyHoδHtσβHpotβntialHβnβrπyHsurδaΠβHπovβrninπHtσβHstβrβoΠσβmistryHinHΠσloroβtσylH
raΣiΠalHrβaΠtionsVHThebJournalbofbPhysicalbChemistryTH1990THe]THYZbcUYZca 29

176 xβwisUnasβHStabilizationHoδHtσβH}arβntHmlPuQHtyΣriΣβHunΣβrHmmbiβntHoonΣitionsVHJournalbofbtheb
AmericanbChemicalbSocietyTH2019THY]YTHYbea]UYbebX 16.4 28

175
{nHtσβHrβπiosβlβΠtivityHoδHtσβHΠyΠlizationHoδHβnynβUkβtβnβsfHaHΠomputationalHinvβstiπationHanΣH
ΠomparisonHwitσHtσβHyyβrsUSaitoHanΣHSΠσmittβlHrβaΠtionVHJournalbofbthebAmericanbChemicalbSocietyTH
2002THYZ]THYdZ[Ud

16.4 28

174
”σβHstruΠturβHoδHaUΠyanoinΣolβHinHtσβHπrounΣHanΣHtσβHlowβstHβlβΠtroniΠallyHβxΠitβΣHsinπlβtHstatβsTH
ΣβΣuΠβΣHδromHrotationallyHrβsolvβΣHβlβΠtroniΠHspβΠtrosΠopyHanΣHabHinitioHtσβoryVHPhysicalbChemistryb
ChemicalbPhysicsTH2012THY]THYXZbbUcX

3.6 27

173 {riπinHoδHtσβHrβaΠtivityHΣiδδβrβnΠβsHoδHsubstitutβΣHaziriΣinβsfHozHvsHooHbonΣHbrβakaπβsVHJournalbofb
OrganicbChemistryTH2009THc]THaZ]]Ue 4.2 27

172 yβΠσanistiΠHstuΣyHoδHtσβHrβaΠtionHoδHtσiolUΠontaininπHβnzymβsHwitσHalpσaTbβtaUunsaturatβΣH
ΠarbonylHsubstratβsHbyHΠomputationHanΣHΠσβmoassaysVHChemMedChemTH2010THaTHdbeUdX 3.7 26

171 }σotoisomβrizationHamonπHrinπUopβnHmβroΠyaninβsVHuVH„βaΠtionHΣynamiΠsHanΣHwavβUpaΠkβtH
osΠillationsHinΣuΠβΣHbyHtunablβHδβmtosβΠonΣHpulsβsVHJournalbofbChemicalbPhysicsTH2014THY]XTHZZ][YX 3.9 25
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170
mΣvantaπβsHanΣHlimitationsHoδHwoσnâ��SσamHorbitalsHasHsinπlβHβlβΠtronHbasisHδorHmultirβδβrβnΠβH
ΠonδiπurationHintβraΠtionHanΣHmultirβδβrβnΠβHpβrturbationHtσβoryVHJournalbofbChemicalbPhysicsTH2003
THYYeTHYYaeYUYYbXY

3.9 25

169 StuΣyHoδHtσβHσypβrδinβHΠouplinπHΠonstantsHPY]zHanΣHYtQHoδHtσβHztZHmolβΠulβsHinHtσβHXHZnYHπrounΣH
statβHanΣHtσβHmHZmYHβxΠitβΣHstatβVHJournalbofbChemicalbPhysicsTH1992THebTH]aZbU]a[a 3.9 25

168
{nHtσβHappliΠabilityHoδHtimβUΣβpβnΣβntHΣβnsityHδunΠtionalHtσβoryHP”ppr”QHanΣHsβmiβmpiriΠalH
mβtσoΣsHtoHtσβHΠomputationHoδHβxΠitβΣUstatβHpotβntialHβnβrπyHsurδaΠβsHoδHpβrylβnβUbasβΣH
ΣyβUaππrβπatβsVHInternationalbJournalbofbQuantumbChemistryTH2017THYYcTHβZa[[c

2.1 24

167 StruΠturβâ��}ropβrtyH„βlationsσipsHδromHmtomistiΠHyultisΠalβHSimulationsHoδHtσβH„βlβvantH}roΠβssβsH
inH{rπaniΠHSolarHoβllsVHuVH”σβrmoΣynamiΠHmspβΠtsVHJournalbofbPhysicalbChemistrybCTH2017THYZYTH]UZa 3.8 24

166
”σβHStβrβoΠσβmiΠalHooursβHoδHtσβHsβnβrationHanΣHuntβrΠβptionHoδHaSixUyβmbβrβΣHoyΠliΠHmllβnβfH
[˛·ZUYtUzapσtσalβnβHPZT[UpiΣβσyΣroUYTZUΣiσyΣronapσtσalβnβQVHEuropeanbJournalbofbOrganicb
ChemistryTH2006THZXXbTHaX]aUaXad

3.2 24

165 ΠmmoUStabilizβΣHeTYXUΣiboraantσraΠβnβsUmΠβnβsHwitσH{pβnUSσβllHSinπlβtHniraΣiΠalHsrounΣHStatβsVH
AngewandtebChemiebpbInternationalbEditionTH2020THaeTHYe[[dUYe[][ 16.4 24

164 mHπβnβralHansatzHδorHΠonstruΠtinπHquasiUΣiabatiΠHstatβsHinHβlβΠtroniΠallyHβxΠitβΣHaππrβπatβΣH
systβmsVHJournalbofbChemicalbPhysicsTH2015THY][THXd]YXb 3.9 23

163 }araΠyΠlopσanβsHasHmoΣβlHΠompounΣsHδorHstronπlyHintβraΠtinπHpiUsystβmsVH}artHYVH
}sβuΣoUortσoUΣiσyΣroxyöZVZüparaΠyΠlopσanβVHPhysicalbChemistrybChemicalbPhysicsTH2010THYZTHe[[eU]b 3.6 23

162 rβmtosβΠonΣHΣynamiΠsHoδHtσβHtβrtUbutylHraΣiΠalTHtUo]teVHJournalbofbPhysicalbChemistrybATH2007THYYYTHYccYUe2.8 23

161 „ββxΠσanπβHoontrollβΣHpiδδusionHinHSurδaΠtantUyβΣiatβΣHqpitaxialHsrowtσfHSiHonHmsU”βrminatβΣH
SiPYYYQVHPhysicalbReviewbLettersTH1998THdXTHZdc[UZdcb 7.4 23

160
–nravβllinπHtσβHpramatiΠHqlβΠtrostruΠturalHpiδδβrβnΠβsHnβtwββnHzUtβtβroΠyΠliΠHoarbβnβUHanΣHoyΠliΠH
PmlkylQPaminoQΠarbβnβUStabilizβΣHxowU—alβntHyainHsroupHSpβΠiβsVHJournalbofbthebAmericanbChemicalb
SocietyTH2018THY]XTHYZadXUYZaeY

16.4 23

159 nβnΠσmarkinπHsrounΣUStatβHsβomβtriβsHanΣH—βrtiΠalHqxΠitationHqnβrπiβsHoδHaHSβlβΠtionHoδH}U”ypβH
SβmiΠonΣuΠtinπHyolβΠulβsHwitσHpiδδβrβntH}olarityVHJournalbofbPhysicalbChemistrybATH2015THYYeTHYZdcbUeY 2.8 22

158 qδδiΠiβnΠyHoδHtabuUsβarΠσUbasβΣHΠonδormationalHsβarΠσHalπoritσmsVHJournalbofbComputationalb
ChemistryTH2011TH[ZTHZZ]aUa[ 3.5 22

157 mbHinitioHtrβatmβntHoδHtσβH„βnnβrU”βllβrHβδδβΠtHinHtβtraUatomiΠHmolβΠulβsHunΣβrπoinπHlarπβH
amplituΣβHbβnΣinπHvibrationsVHChemicalbPhysicsTH1997THZZaTHb[Ucb 2.3 22

156 unΣiviΣuallyHsβlβΠtinπHmultiUrβδβrβnΠβHouHanΣHitsHappliΠationHtoHbiraΣiΠaliΠHΠyΠlizationsVHComputersbhb
ChemistryTH2001THZaTHYaU[d 22

155
”σβHβlβΠtroniΠHΠσaraΠtβrHoδH}”opmHtσinHδilmsHinHΠomparisonHtoHotσβrHpβrylβnβUbasβΣHorπaniΠH
sβmiUΠonΣuΠtorsfHabHinitioUTH”pUpr”HanΣHsβmiUβmpiriΠalHΠomputationsHoδHtσβHoptoUβlβΠtroniΠH
propβrtiβsHoδHlarπβHaππrβπatβsVHPhysicalbChemistrybChemicalbPhysicsTH2017THYeTHZ][]UZ]]d

3.6 20

154
StruΠturβâ��}ropβrtyH„βlationsσipsHδorHqxΠitonHanΣHoσarπβH„βorπanizationHqnβrπiβsHoδHpipolarH
{rπaniΠHSβmiΠonΣuΠtorsfHmHoombinβΣH—alβnΠβHnonΣHSβlδUoonsistβntHriβlΣHanΣH”imβUpβpβnΣβntH
tartrββUroΠkHanΣHpr”HStuΣyHoδHyβroΠyaninβHpyβsVHJournalbofbPhysicalbChemistrybCTH2015THYYeTHYcbXZUYcbYY

3.8 20

153 towHimportantHisHmolβΠularHriπiΣityHδorHtσβHΠomplβxHstabilityHoδHartiδiΠialHσostUπuβstHsystβmskHmH
tσβorβtiΠalHstuΣyHonHsβlδUassβmblyHoδHπasUpσasβHarπininβVHChemistrybpbAbEuropeanbJournalTH2007THY[THbb]]Ua[4.8 20

(2007-2003)
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152 mbHunitioHStuΣyHoδHtσβH„βnnβrU”βllβrHqδδβΠtHinHtσβHXZ˛ uHqlβΠtroniΠHStatβHoδHnZtSZVHJournalbofb
MolecularbSpectroscopyTH1995THYcYTH]e]UaX[ 1.3 20

151 ”σβorβtiΠalHstuΣyHoδHtσβHbriΣπinπHinH˛†UσaloHβtσylVHComputationalbandbTheoreticalbChemistryTH1986TH
Y[dTHaeUbd 20

150 zontσβrmallyHaΠtivatβΣHβxΠitonHtransportHinHΠrystallinβHorπaniΠHsβmiΠonΣuΠtorHtσinHδilmsVHPhysicalb
ReviewbBTH2014THdeTH 3.3 19

149 }araΠyΠlopσanβsHasHmoΣβlHΠompounΣsHδorHstronπlyHintβraΠtinπHˇ�UsystβmsVH}artHZfH
monoUσyΣroxyöZVZüparaΠyΠlopσanβVHPhysicalbChemistrybChemicalbPhysicsTH2011THY[THYYXcbUdZ 3.6 19

148 „ationalHΣβsiπnHoδHimprovβΣHaziriΣinβUbasβΣHinσibitorsHoδHΠystβinβHprotβasβsVHJournalbofbPhysicalb
ChemistrybBTH2009THYY[THaZdZUe 3.4 19

147 mnalysisHanΣHpβpβrturbationHoδHtσβHoZ˛ HanΣHpZ˛£SHStatβsHoδHoarVHJournalbofbMolecularbSpectroscopyTH
1993THYbYTH[X[U[YY 1.3 19

146 mHtσβorβtiΠalHΣβsΠriptionHoδHΠσarπβHrβorπanizationHβnβrπiβsHinHmolβΠularHorπaniΠH}UtypβH
sβmiΠonΣuΠtorsVHJournalbofbComputationalbChemistryTH2016TH[cTHY[[aU]] 3.5 19

145 SolvβntHoontrollβΣHqnβrπyH”ransδβrH}roΠβssβsHinH”riarylaminβU”riazolβHnasβΣHpβnΣrimβrsVHJournalb
ofbPhysicalbChemistrybCTH2013THYYcTHYedYbUYed[Y 3.8 18

144 ”abuHsβarΠσHbasβΣHstratβπiβsHδorHΠonδormationalHsβarΠσVHJournalbofbPhysicalbChemistrybATH2009THYY[THYYbeeUcXa2.8 18

143 sraΣiβntHtabuHsβarΠσVHJournalbofbComputationalbChemistryTH2007THZdTHbXYUYY 3.5 18

142 {rbitalsHδromHaHsβlδUintβraΠtionHδrββHwoσnâ��SσamHpotβntialHasHaHsinπlβHβlβΠtronHbasisHδorHabHinitioH
mβtσoΣsVHChemicalbPhysicsbLettersTH2002TH[bXTHYcaUYdY 2.5 18

141 SpβΠiδiΠH}urinβU}urinβHnasβH}airinπHinHxinβarHmlanylU}βptiΣβHzuΠlβiΠHmΠiΣsVHHelveticabChimicabActaTH
2000THd[THZadXUZae[ 2 18

140 mbHinitioHinvβstiπationHoδHtσβHvibroniΠHspβΠtrumHinvolvinπHtσβHtwoHlowβstUlyinπHβlβΠtroniΠHstatβsHoδH
too{VHJournalbofbChemicalbPhysicsTH1999THYYXTHcdXZUcdYX 3.9 18

139 mbHunitioHunvβstiπationHoδHtσβH—ibroniΠHanΣHyaπnβtiΠHtypβrδinβHqδδβΠtsHinHtσβXZ˛ uStatβHoδöδormulaüVH
JournalbofbMolecularbSpectroscopyTH1995THYc]TH[[]U[aZ 1.3 18

138 yβtσylbismutσfHanHorπanomβtalliΠHbismutσiniΣβnβHbiraΣiΠalVHChemicalbScienceTH2020THYYTHcabZUcabd 9.4 17

137 ”σβHβlβΠtroniΠHstruΠturβHoδHpyraΠβnβfHaHspβΠtrosΠopiΠHanΣHΠomputationalHstuΣyVHPhysicalbChemistryb
ChemicalbPhysicsTH2013THYaTHdYaYUbY 3.6 17

136 StruΠturβHanΣHΣynamiΠsHoδHtσβHsilaΠyΠlobutanβHraΣiΠalHΠationTHstuΣiβΣHbyHabHinitioHanΣHΣβnsityH
δunΠtionalHtσβoryHanΣHβlβΠtronHspinHrβsonanΠβHspβΠtrosΠopyVHJournalbofbChemicalbPhysicsTH1997THYXcTHZecU[Xb3.9 17

135 zβwH”abuHSβarΠσHbasβΣHπlobalHoptimizationHmβtσoΣsHoutlinβHoδHalπoritσmsHanΣHstuΣyHoδHβδδiΠiβnΠyVH
JournalbofbComputationalbChemistryTH2008THZeTHcbdUdX 3.5 17
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134 ”σβHσypβrδinβHΠouplinπHΠonstantsHoδHtσβHδivβHlowβstHstatβsHoδHotfHmnHabHinitioHy„pouHstuΣyVH
ChemicalbPhysicsbLettersTH1988THYaZTH[ecU]XY 2.5 17

133 mHzβwHolassHoδHzβutralHnoronUnasβΣHpiraΣiΠalsHSpannβΣHbyHaH”woUoarbonUmtomHnriΣπβVH
AngewandtebChemiebpbInternationalbEditionTH2019THadTHYd]ZUYd]b 16.4 17

132 mtomistiΠHmpproaΠσH”oHSimulatβH}roΠβssβsH„βlβvantHδorHtσβHqδδiΠiβnΠiβsHoδH{rπaniΠHSolarHoβllsHasHaH
runΠtionHoδHyolβΠularH}ropβrtiβsVHuuVHwinβtiΠHmspβΠtsVHJournalbofbPhysicalbChemistrybCTH2017THYZYTHZbUaY 3.8 16

131 }rotoΠolHδorHrationalHΣβsiπnHoδHΠovalβntlyHintβraΠtinπHinσibitorsVHChemPhysChemTH2014THYaTH[ZZbU[a 3.2 16

130 }rβΣiΠtinπHtσβHtautomβriΠHβquilibriumHoδHaΠβtylaΠβtonβHinHsolutionVHuVH”σβHriπσtHanswβrHδorHtσβH
wronπHrβasonkVHJournalbofbComputationalbChemistryTH2010TH[YTHbbaUcX 3.5 16

129 mbHunitioHStuΣyHoδHtσβHqlβΠtroniΠHSpβΠtrumHoδHnZtZVHJournalbofbMolecularbSpectroscopyTH1997THYdZTHZdXUe]1.3 16

128 ”σβorβtiΠalHstuΣyHoδHtσβHβtσylβnβHraΣiΠalHΠationfHπβomβtryHanΣHσypβrδinβHstruΠturβVHChemicalb
PhysicsTH1998THZ[bTHa[UbY 2.3 16

127
oomputationalHassβssmβntHoδHtσβHβlβΠtroniΠHstruΠturβHoδHYUazaΠyΠloσβxaUZT[TaUtriβnβHP[HΣβltaH
ZUYtUpyriΣinβQHanΣHitsHbβnzoHΣβrivativβHP[HΣβltaHZUYtUquinolinβQHasHwβllHasHπβnβrationHanΣH
intβrΠβptionHoδHYUmβtσylU[HΣβltaHZUYtUquinolinβVHChemistrybpbAbEuropeanbJournalTH2003THeTH]b]YUe

4.8 16

126 yβasurβmβntHanΣHtσβorβtiΠalHsimulationHoδHtσβHtoo{â��HanionHpσotoβlβΠtronHspβΠtrumVHJournalbofb
ChemicalbPhysicsTH2001THYYaTHYcccUYcdd 3.9 16

125 ”σβHσypβrδinβHΠouplinπHΠonstantsHoδHYerfHmnHabHinitioHy„pUouHbasisHsβtHstuΣyVHInternationalbJournalb
ofbQuantumbChemistryTH1989TH[bTHZaaUZb[ 2.1 16

124 StuΣyHoδHtσβHYsHanΣHZsHsσβllHΠontributionsHtoHtσβHisotropiΠHσypβrδinβHΠouplinπHΠonstantHinHnitroπβnVH
JournalbofbPhysicsbB:bAtomicobMolecularbandbOpticalbPhysicsTH1988THZYTH[]aeU[]cY 1.3 16

123 unσibitorUunΣuΠβΣHpimβrizationHoδHanHqssβntialH{xiΣorβΣuΠtasβHδromHmδriΠanH”rypanosomβsVH
AngewandtebChemiebpbInternationalbEditionTH2019THadTH[b]XU[b]] 16.4 16

122 }σotoisomβrizationHamonπHrinπUopβnHmβroΠyaninβsVHuuVHmHΠomputationalHstuΣyVHJournalbofbChemicalb
PhysicsTH2014THY]XTHZZ][YY 3.9 15

121
YU}σβnylUYTZUΠyΠloσβxaΣiβnβfHastounΣinπlyHσiπσHβnantiosβlβΠtivitiβsHonHπβnβrationHinHaH
poβrinπUyoorβUSkattβbˆ‚lHrβaΠtionHanΣHintβrΠβptionHbyHaΠtivatβΣHolβδinsVHChemistrybpbAbEuropeanb
JournalTH2009THYaTHYYZbbUcZ

4.8 15

120 ”σβHstruΠturβHoδHobSiVHChemicalbPhysicsbLettersTH1999TH[XZTHZddUZe] 2.5 15

119 mbHinitioHΠalΠulationsHoδHtσβHvibroniΠallyHavβraπβΣHσypβrδinβHΠouplinπHΠonstantsHinHtσβHYZ˛ HuHPXZnYTH
mZmYQHstatβHoδHtσβHwatβrHΠationVHMolecularbPhysicsTH1993THdXTHY]daUY]ec 1.7 15

118 qxpβrimβntalHanΣHtσβorβtiΠalHinvβstiπationsHintoHtσβHstabilityHoδHΠyΠliΠHaminalsVHBeilsteinbJournalbofb
OrganicbChemistryTH2016THYZTHZZdXUZZeZ 2.5 15

117 —inylHsulδonβHbuilΣinπHbloΠksHinHΠovalβntlyHrβvβrsiblβHrβaΠtionsHwitσHtσiolsVHNewbJournalbofbChemistry
TH2015TH[eTHad]YUada[ 3.6 14
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116 oσallβnπinπH}roblβmsHinHoσarπβHpβnsityHpβtβrminationfH}olarHnonΣsHanΣHunδluβnΠβHoδHtσβH
qnvironmβntVHStructurebandbBondingTH2011TH]cUec 0.9 14

115 oomprβσβnsivβHyoΣβlHδorHtσβHqlβΠtroniΠHStruΠturβsHoδHYTZT]UoyΠloσβxatriβnβHanΣH„βlatβΣH
oompounΣsVHJournalbofbPhysicalbChemistrybATH2003THYXcTHYYZZ[UYYZ[X 2.8 14

114 mbHinitioHΠalΠulationHoδHtσβHvibroniΠallyHavβraπβΣHvaluβsHδorHtσβHσypβrδinβHΠouplinπHΠonstantsHinH
ztZTHztpTHanΣHzpZVHJournalbofbChemicalbPhysicsTH1992THecTH]eebUaXXb 3.9 14

113 zapσtσoquinonβsHasHoovalβntH„βvβrsiblβHunσibitorsHoδHoystβinβH}rotβasβsUStuΣiβsHonHunσibitionH
yβΠσanismHanΣHwinβtiΠsVHMoleculesTH2020THZaTH 4.8 14

112 }roΣuΠtUoriβntβΣHΠσβmiΠalHsurδaΠβHmoΣiδiΠationHoδHaHlβvansuΠrasβHPSaΠnQHanHβnβUtypβHrβaΠtionVH
ChemicalbScienceTH2018THeTHa[YZUa[ZY 9.4 14

111 qxΠitβΣUStatβHpynamiΠsHinH}βrylβnβUnasβΣH{rπaniΠHSβmiΠonΣuΠtorH”σinHrilmsfH”σβoryHyββtsH
qxpβrimβntVHJournalbofbPhysicalbChemistrybCTH2019THYZ[THZcabYUZcacZ 3.8 12

110 }σotoinΣuΠβΣHqlβΠtronH”ransδβrHpynamiΠsHinH”riarylaminβâ��zapσtσalβnβHpiimiΣβHoasΠaΣβsVHJournalb
ofbPhysicalbChemistrybCTH2014THYYdTHZcbedUZccY] 3.8 12

109 }araΠyΠlopσanβsHasHmoΣβlHΠompounΣsHδorHstronπlyHintβraΠtinπHˇ�UsystβmsTHpartH[fHinδluβnΠβHoδHtσβH
substitutionHpattβrnHonHpσotoabsorptionHpropβrtiβsVHJournalbofbPhysicalbChemistrybATH2011THYYaTH[ad[UeY2.8 12

108 mbHinitioHstuΣyHoδHtσβHβlβΠtroniΠHspβΠtrumHoδHoZtZSVVHChemicalbPhysicsTH1998THZ[dTH[[U]b 2.3 12

107 mbHinitioHstuΣyHoδHtσβHβlβΠtroniΠHspβΠtrumHoδHoZtZSfHunvβstiπationHoδHstruΠturβHoδHspβΠtraHinvolvinπH
lowUlyinπHΣoublβtHβlβΠtroniΠHstatβsVHJournalbofbChemicalbPhysicsTH1998THYXeTH[XdbU[Xea 3.9 12

106 oonδormationHanΣHtyΣroπβnHnonΣinπH}ropβrtiβsHoδHanHmziriΣinylH}βptiΣβfHHXUrayHStruΠturβHmnalysisTH
„amanHSpβΠtrosΠopyHanΣH”σβorβtiΠalHunvβstiπationsVHJournalbofbPhysicalbChemistrybATH2004THYXdTHYY[edUYY]Xd2.8 12

105
]UHanΣH]TaUSubstitutβΣHzUyβtσoxytσiazolβUZP[tQUtσionβsHâ��H}rβparationT–—W—isHSpβΠtraTHanΣH
mssiπnmβntHoδHqlβΠtroniΠH”ransitionsHinHoomparisonHtoHzUyβtσoxypyriΣinβUZPYtQUtσionβH–sinπH
”imβUpβpβnΣβntHpβnsityHrunΠtionalH”σβoryHoalΠulationsVHEuropeanbJournalbofbOrganicbChemistryTH
2005THZXXaTHdbeUddY

3.2 12

104 mbHunitioHunvβstiπationHoδHtσβHStruΠturβHoδHtσβHXZmkTHmZmkHPYZ˛ QHSpβΠtralHSystβmHoδHto{fH
unvβstiπationHoδHtσβHyaπnβtiΠHtypβrδinβHqδδβΠtsVHJournalbofbMolecularbSpectroscopyTH1994THYbbTH]Z[U]]X 1.3 12

103 ”σβHunδluβnΠβHoδHoσarπβHpistributionHonHnonΣHxβnπtσsHinHtσβH}]{bHrramβworkHinHoompounΣsHoδH
tσβH”ypβH}]{bXVHAngewandtebChemiebInternationalbEditionbinbEnglishTH1994TH[[THab[Uaba 12

102 mbHinitioHΠalΠulationsHoδHtσβHvibroniΠallyHavβraπβΣHσypβrδinβHΠouplinπHΠonstantsHδorHtσβHYHZ˛ uH
βlβΠtroniΠHstatβHoδHotZSVHJournalbofbChemicalbPhysicsTH1992THecTHcbZeUcb[b 3.9 12

101 ”σβHortσoUbβnzynβHΠationHisHnotHplanarVHPhysicalbChemistrybChemicalbPhysicsTH2018THZXTH[eddU[eeb 3.6 11

100 mHzβwH”abuUSβarΠσUnasβΣHmlπoritσmHδorHSolvationHoδH}rotβinsVHJournalbofbChemicalbTheorybandb
ComputationTH2013THeTHdY]UZY 6.4 11

99
{nHtσβHσomolytiΠHΠlβavaπβHoδHtσβHzT{HbonΣHinHzUPmβtσoxyQpyriΣinβUZPYtQUtσionβHanΣH
zUPmβtσoxyQtσiazolβUZP[tQUtσionβHinHtσβrmallyHanΣHpσotoΠσβmiΠallyHinΣuΠβΣHrβaΠtionsfHaH
tσβorβtiΠalHstuΣyVHJournalbofbPhysicalbChemistrybATH2005THYXeTHae][UaX

2.8 11

Bernd Engels

10



98 unδluβnΠβHoδHaHpolarizablβHsurrounΣinπHonHtσβHβlβΠtroniΠallyHβxΠitβΣHstatβsHoδHaππrβπatβΣHpβrylβnβH
matβrialsVHJournalbofbComputationalbChemistryTH2016TH[cTHYbXYUYX 3.5 11

97 „βΣuΠtionHanΣH„βarranπβmβntHoδHaHnoronPuQHoarbonylHoomplβxVHAngewandtebChemiebpbInternationalb
EditionTH2021THbXTHZeb[UZebd 16.4 11

96 ”wistinπHvβrsusHpβloΠalizationHinHommoUHanΣHztoUStabilizβΣHnoronUnasβΣHniraΣiΠalsfH”σβH„olβsHoδH
StβriΠsHanΣHqlβΠtroniΠsVHChemistrybpbAbEuropeanbJournalTH2021THZcTHaYbXUaYcX 4.8 11

95 usolationHanΣH„βaΠtivityHoδHanHmntiaromatiΠHsUnloΠkHyβtalHoompounΣVHAngewandtebChemiebpb
InternationalbEditionTH2021THbXTH[dYZU[dYe 16.4 11

94 }βntaΣiynyliΣβnβHanΣHutsHyβtσylUSubstitutβΣHpβrivatβsfH”σrβsσolΣH}σotoβlβΠtronHSpβΠtrosΠopyHoδH
„UoU„H”riplβtHoarbonHoσainsVHJournalbofbPhysicalbChemistrybATH2019THYZ[THZXXdUZXYc 2.8 10

93 qlβΠtrostatiΠHΠomplβmβntarityHinHpsβuΣorβΠβptorHmoΣβlinπHbasβΣHonHΣruπHmolβΠulβHΠrystalH
struΠturβsfHtσβHΠasβHoδHloxistatinHaΠiΣHPqb]ΠQVHNewbJournalbofbChemistryTH2015TH[eTHYbZdUYb[[ 3.6 10

92 qδδβΠtsHoδHΠσaraΠtβristiΠHlβnπtσHsΠalβsHonHtσβHβxΠitonHΣynamiΠsHinHrubrβnβHsinπlβHΠrystalsVHPhysicalb
ReviewbBTH2014THeXTH 3.3 10

91 ”automβriΠHβquilibriaHoδH[UδormylaΠβtylaΠβtonβfHlowUtβmpβraturβHzy„HspβΠtrosΠopyHanΣHabHinitioH
ΠalΠulationsVHJournalbofbOrganicbChemistryTH2009THc]TH]dcdUdY 4.2 10

90 mbHinitioHstuΣyHoδHtσβHβlβΠtroniΠHspβΠtrumHoδHoZtZSVVHChemicalbPhysicsTH1998THZ[dTH]cUac 2.3 10

89 –nsubstitutβΣHbiΠyΠloöYVYVXübutUZUylΠarbinylHΠationsVHJournalbofbOrganicbChemistryTH2006THcYTHYXYdUZb 4.2 10

88 ”σβorβtiΠalHinvβstiπationHoδHtσβHpσotoΠσβmiΠalHoZUobHΠyΠlisationHoδHβnynβUσβtβroallβnβsVHChemistryb
pbAbEuropeanbJournalTH2003THeTH]bcXUc 4.8 10

87 mbHunitioHunvβstiπationHoδHtσβHtypβrδinβHStruΠturβHinHtσβHYZ˛ uPXZmYTHmZnYQHSystβmHoδHntZVHJournalb
ofbMolecularbSpectroscopyTH1994THYb[THZZYUZ[c 1.3 10

86 zβwHoystβinβH}rotβasβHunσibitorsfHqlβΠtropσiliΠHPtβtQarβnβsHanΣH–nβxpβΠtβΣH}roΣruπHuΣβntiδiΠationH
δorHtσβH}rotβasβH„σoΣβsainVHMoleculesTH2020THZaTH 4.8 9

85 oomparisonHoδHtσβHpβrioΣiΠHslabHapproaΠσHwitσHtσβHδinitβHΠlustβrHΣβsΠriptionHoδHmβtalUorπaniΠH
intβrδaΠβsHatHtσβHβxamplβHoδH}”opmHonHmπPYYXQVHJournalbofbComputationalbChemistryTH2018TH[eTHd]]UdaZ 3.5 9

84
oanHqxpβrimβntalHqlβΠtronUpβnsityHStuΣiβsHbβH–sβΣHasHaH”oolHtoH}rβΣiΠtHnioloπiΠallyH„βlβvantH
}ropβrtiβsHoδHxowUyolβΠularH£βiπσtHqnzymβHxiπanΣskVHZeitschriftbFurbAnorganischebUndbAllgemeineb
ChemieTH2013THb[eTHYeXaUYeZY

1.3 9

83 ”σβorβtiΠalHanΣHspβΠtrosΠopiΠHstuΣiβsHonHtσβHΠonδormationalHβquilibriumHoδHeUoxabispiΣinβsHinH
solutionVHJournalbofbMolecularbStructureTH2011THYXXaTHYcdUYda 3.4 9

82 mHoomparativβHStuΣyHoδHtσβHnonΣinπHoσaraΠtβrHinHtσβH}]{nHPnHiHbâ��YXQHSβriβsHbyHyβansHoδHaH
—ibrationalHmnalysisVHJournalbofbPhysicalbChemistrybATH1998THYXZTH[beXU[beb 2.8 9

81 ”uninπHtσβH}roΣuΠtHSpβΠtrumHoδHaHslyΠosiΣβHtyΣrolasβHqnzymβHbyHaHoombinationHoδHSitβUpirβΠtβΣH
yutaπβnβsisHanΣH”yrosinβUSpβΠiδiΠHoσβmiΠalHyoΣiδiΠationVHChemistrybpbAbEuropeanbJournalTH2019THZaTHba[[Uba]Y4.8 9

(2019-2016)

11



80 mHmoΣβlHσamiltonianHtunβΣHtowarΣHσiπσHlβvβlHabHinitioHΠalΠulationsHtoHΣβsΠribβHtσβHΠσaraΠtβrHoδH
βxΠitoniΠHstatβsHinHpβrylβnβbisimiΣβHaππrβπatβsVHJournalbofbComputationalbChemistryTH2018TH[eTHYeceUYede3.5 9

79 runΠtionalizationHoδHzHviaHrormalHYT[UtaloborationHoδHaH”unπstβnPXQHˇ�UpinitroπβnHoomplβxVH
ChemistrybpbAbEuropeanbJournalTH2020THZbTHYbXYeUYbXZc 4.8 8

78 yβΠσanistiΠalHunsiπσtsHintoHtσβHnioΠonjuπationH„βaΠtionHoδH”riazolinβΣionβsHwitσH”yrosinβVHJournalb
ofbOrganicbChemistryTH2018THd[THYXZ]dUYXZbX 4.2 8

77 StuΣiβsHonHtσβHstβrβoΠσβmistryHoδHYTZTbUtrimβtσylU]UpipβriΣonβVHTetrahedronTH2005THbYTHbee[UcXXY 2.4 8

76 mnHabHinitioHstuΣyHoδHtσβHσypβrδinβHstruΠturβHinHtσβHXZH}iHβlβΠtroniΠHstatβHoδHoootVHJournalbofb
ChemicalbPhysicsTH2004THYZYTHZb[bU]a 3.9 8

75 mbHinitioHstuΣyHoδHtσβHσypβrδinβHstruΠturβHoδHtσβHXZ˛ HβlβΠtroniΠHstatβHoδHtooSVHMolecularbPhysicsTH
2004THYXZTHZbZ[UZb[] 1.7 8

74 mbHinitioHΠonδiπurationUintβraΠtionHstuΣiβsHoδHtσβHπrounΣHstatβHpotβntialHβnβrπyHanΣHσypβrδinβH
ΠouplinπHΠonstantsHoδH[aolUHZVHMolecularbPhysicsTH1990THbeTHa]eUaac 1.7 8

73 ΠmmoUstabilisiβrtβHeTYXUpiboraantσraΠβnβHâ��HoδδβnsΠσaliπβHSinπulβttbiraΣikalβVHAngewandtebChemieTH
2020THY[ZTHYeaXZUYeaXc 3.6 8

72 mnioniΠHnoronUHanΣHoarbonUnasβΣHtβtβroUpiraΣiΠaloiΣsHSpannβΣHbyHaHU}σβnylβnβHnriΣπβVHJournalbofb
thebAmericanbChemicalbSocietyTH2021THY][TH[bdcU[beZ 16.4 8

71 usolationHanΣHoσaraΠtβrizationHoδHorystallinβTHzβutralHpiboranβP]QH„aΣiΠalsVHAngewandtebChemiebpb
InternationalbEditionTH2018THacTHYXcaZUYXcaa 16.4 8

70 {xiΣationTHooorΣinationTHanΣHziΠkβlUyβΣiatβΣHpβΠonstruΠtionHoδHaHtiπσlyHqlβΠtronU„iΠσHpiboronH
mnaloπuβHoδHYT[TaUtβxatriβnβVHAngewandtebChemiebpbInternationalbEditionTH2020THaeTHYacYcUYacZa 16.4 8

69 yaΠroΠyΠliΠHΠisUunΣolβninβHSquarainβHpyβsHasHqδδiΠiβntHzβarHunδrarβΣHqmittβrsVHJournalbofbPhysicalb
ChemistrybCTH2015THYYeTHbYc]UbYdX 3.8 7

68 SimilaritiβsHanΣHΣiδδβrβnΠβsHinHtσβHoptiΠalHrβsponsβHoδHpβrylβnβUbasβΣHσβtβroUbiΠσromopσorβsHanΣH
tσβirHmonomβriΠHunitsVHChemPhysChemTH2013THY]THY]Y[UZZ 3.2 7

67 }atσ{ptUUaHπlobalHtransitionHstatβHsβarΠσHapproaΠσfHoutlinβHoδHalπoritσmVHJournalbofbComputationalb
ChemistryTH2013TH[]THYdYXUd 3.5 7

66 mnHabHinitioHstuΣyHoδHtσβHvibroniΠTHspinUorbitTHanΣHmaπnβtiΠHσypβrδinβHstruΠturβHinHtσβHXZ}iH
βlβΠtroniΠHstatβHoδHzo{VHJournalbofbChemicalbPhysicsTH2005THYZZTHY]][Xb 3.9 7

65 oσarπβHΠarriβrHmobilitiβsHinHorπaniΠHsβmiΠonΣuΠtorHΠrystalsHbasβΣHonHtσβHspβΠtralHovβrlapVHJournalb
ofbComputationalbChemistryTH2016TH[cTHZY]bUab 3.5 7

64 qinβHnβuβHStrukturklassβHnβutralβrHborσaltiπβrHpiraΣikalβHvβrbrˆ…ΠktHˆ…bβrHzwβiHwoσlβnstoδδatomβVH
AngewandtebChemieTH2019THY[YTHYdacUYdbY 3.6 7

63 SβlβΠtivβHonβUHanΣHtwoUβlβΠtronHrβΣuΠtionsHoδHaHσaloboranβHβnablβΣHbyHaHˇ�UwitσΣrawinπHΠarbβnβH
liπanΣVHChemicalbCommunicationsTH2018THa]THeXYaUeXYd 5.8 7
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62 qlβΠtroniΠHStruΠturβHanΣHqxΠitβΣUStatβHpynamiΠsHoδHanHmrΣuβnπoU”ypβHoarbβnβHanΣHitsHumiΣazolonβH
{xiΣationH}roΣuΠtVHChemistrybpbAbEuropeanbJournalTH2017THZ[TH[Xd]U[XeX 4.8 6

61 noranβΣiylUHanΣHpiboranβP]QUYTZUΣiylUnriΣπβΣH}latinumHmUrramβHoomplβxβsVHChemistrybpbAbEuropeanb
JournalTH2020THZbTHdaYdUdaZ[ 4.8 6

60
}rβΣiΠtinπHrHzy„HoσβmiΠalHSσiδtsfHmHoombinβΣHoomputationalHanΣHqxpβrimβntalHStuΣyHoδHaH
”rypanosomalH{xiΣorβΣuΠtasβUunσibitorHoomplβxVHAngewandtebChemiebpbInternationalbEditionTH2020TH
aeTHYZbbeUYZbc[

16.4 6

59 tiπσlyHoonjuπatβΣHˇ�USystβmsHmrisinπHδromHoannibalistiΠHtβxaΣβσyΣroUpiβlsUmlΣβrHoouplinπsfH
olβavaπβHoδHoUoHSinπlβHanΣH”riplβHnonΣsVHChemistrybpbAbEuropeanbJournalTH2020THZbTHYaedeUYbXXX 4.8 6

58 olariδiΠationHonHtσβHΣβΠarboxylationHmβΠσanismHinHwasmHbasβΣHonHtσβHprotonationHstatβHoδHkβyH
rβsiΣuβsHinHtσβHaΠylUβnzymβHstatβVHJournalbofbPhysicalbChemistrybBTH2013THYYcTHdXeaUYX] 3.4 6

57 StuΣyHoδHtσβH}P]Q{PcQTH}P]Q{PbQSTHanΣH}P]Q{PbQSβH—ibrationalHSpβΠtraVHInorganicbChemistryTH1997TH[bTHZ]aYUZ]ac5.1 6

56 mnalysisHoδHtσβHQualityHoδHwoσnâ��SσamH{rbitalsHδorHSubsβquβntHy„SpUouHoalΠulationsHoδHqxΠitationH
qnβrπiβsVHZeitschriftbFurbPhysikalischebChemieTH2003THZYcTHY[[UYbX 3.1 6

55 mnHabHinitioHΠalΠulationHoδHtσβHanisotropiΠHσypβrδinβHΠouplinπHΠonstantsHinHtσβHlowUlyinπHvibroniΠH
lβvβlsHoδHtσβHXHZ}iHβlβΠtroniΠHstatβHoδHoootVHJournalbofbChemicalbPhysicsTH2004THYZYTHYZ[bYUcX 3.9 6

54 mnHabHinitioHstuΣyHoδHtσβHvibroniΠTHspinâ��orbitHanΣHσypβrδinβHΠouplinπHinHtσβHXZ˛ HβlβΠtroniΠHstatβHoδH
tσβHooopHraΣiΠalVHChemicalbPhysicsbLettersTH2004TH[e[THaaZUaac 2.5 6

53 ”σβorβtiΠalHstuΣyHoδHtσβHΣimβtσylaminoHraΣiΠalHPot[QZzHanΣHitsHprotonatβΣHΠationHPot[QZztSVH
ChemicalbPhysicsTH1994THYd[THZcU[b 2.3 6

52 ”σβHΠσβmiUionizationHrβaΠtionH{SotUjto{SSβâ��VHoollinβarH{kotHapproaΠσVHChemicalbPhysicsbLettersTH
1993THZX]TH[[[U[[d 2.5 6

51 SimilaritiβsHanΣHpiδδβrβnΠβsHbβtwββnHorystalHanΣHqnzymβHqnvironmβntalHqδδβΠtsHonHtσβHqlβΠtronH
pβnsityHoδHpruπHyolβΠulβsVHChemistrybpbAbEuropeanbJournalTH2021THZcTH[]XcU[]Ye 4.8 6

50 nonΣUStrβnπtσβninπHnaΠkΣonationHinHmminoborylβnβUStabilizβΣHmminoborylβnβsfHmtHtσβH
untβrsβΠtionHoδHnorylβnβsHanΣHpiborβnβsVHAngewandtebChemiebpbInternationalbEditionTH2019THadTHYZde[UYZdec16.4 5

49
”σβorβtiΠalHinvβstiπationHoδHtσβHintβraΠtionsHbβtwββnHtσβHˇ�UsystβmsHoδHmolβΠularHorπaniΠH
sβmiΠonΣuΠtorsHanΣHanHanalysisHoδHtσβHΠontributionsHoδHrβpulsionHanΣHβlβΠtrostatiΠsVHInternationalb
JournalbofbQuantumbChemistryTH2016THYYbTHYY[dUYYaZ

2.1 5

48 omS”fHaHnβwHproπramHpaΠkaπβHδorHtσβHaΠΠuratβHΠσaraΠtβrizationHoδHlarπβHanΣHδlβxiblβHmolβΠularH
systβmsVHJournalbofbComputationalbChemistryTH2014TH[aTHYdXYUc 3.5 5

47 mnHabHinitioHstuΣyHoδHtσβHσypβrδinβHstruΠturβHinHtσβHXZH˛ HβlβΠtroniΠHstatβHoδHtooSâ��ΠalΠulationHoδH
vibroniΠallyHavβraπβΣHΠomponβntsHoδHtσβHanizotropiΠHσypβrδinβHtβnsorVHMolecularbPhysicsTH2005THYX[THadcUaed1.7 5

46 usoliβrunπHunΣH„βaktivitˆ⁄tHβinβsHsUnloΠkUyβtallUmntiaromatβnVHAngewandtebChemieTH2021THY[[TH[dabU[db[3.6 5

45 mHtimβUrβsolvβΣHpσotoβlβΠtronHimaπinπHstuΣyHonHisolatβΣHtolanβfHobsβrvationHoδHtσβHbiraΣiΠaliΠHmH
statβVHPhysicalbChemistrybChemicalbPhysicsTH2019THZYTHY[YacUY[Yb] 3.6 4

(2019-2017)
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44 ”βstinπHtσβHvaliΣityHoδHtσβHΠonvβntionalHrβsonanΠβHmoΣβlHδorHprotonatβΣHΠarbonylTHiminβHanΣH
tσioΠarbonylHΠompounΣsVHmnHmbHinitioHvalβnΠβHbonΣHstuΣyVHOrganicbLettersTH2008THYXTHYeaYU] 6.2 4

43 puqSqxUy}ZfHaHnβwHproπramHtoHpβrδormHlarπβUsΠalβHmultirβδβrβnΠβUy}ZHΠomputationsVHJournalbofb
ComputationalbChemistryTH2006THZcTHYXaaUbZ 3.5 4

42 mHquantumHΠσβmiΠalHinvβstiπationHoδHpossiblβHintβrmβΣiatβsHinHtσβHrβaΠtionHoδHtσβHamiΣoπβnHanΣH
σyΣropβroxylHraΣiΠalsVHJournalbofbChemicalbPhysicsTH1996THYXaTHdYYcUdYZa 3.9 4
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