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396 ’πσinπmπntGoσGthπGlxmp’GσorζπGσiπlμGσorGnuζlπiζGγζiμseGimprovinχGthπGμπsζriptionGoσGγlphγVχγmmγG
ζonσormπrsUGBiophysicalgJournalSG2007SGdYSGZcXbTYd 2.9 1705

395
mπnζhmγrkGμγtγεγsπGoσGγζζurγtπGOx…YGγnμGnn“oO”PGζomplπtπGεγsisGsπtGlimitPGintπrγζtionGπnπrχiπsG
oσGsmγllGmoμπlGζomplπxπsSGoylGεγsπGpγirsSGγnμGγminoGγζiμGpγirsUGPhysicalgChemistrygChemicalg
PhysicsSG2006SGcSGXdc]TdZ

3.6 1499

394 “truζturπSGπnπrχπtiζsSGγnμGμynγmiζsGoσGthπGnuζlπiζGlζiμGεγsπGpγirseGnonπmpiriζγlGγεGinitioG
ζγlζulγtionsUGChemicalgReviewsSG1999SGddSGZY[bTba 68.1 932

393 ’πσinπmπntGoσGthπGnornπllGπtGγlUGyuζlπiζGlζiμsGqorζπGqiπlμGmγsπμGonG’πσπrπnζπG‘uγntumGnhπmiζγlG
nγlζulγtionsGoσGrlyζosiμiζG”orsionG…roσilπsUGJournalgofgChemicalgTheorygandgComputationSG2011SGbSGYccaTYdWY6.4 569

392 oπnsityGσunζtionγlGthπoryGγnμGmolπζulγrGζlustπrsUGJournalgofgComputationalgChemistrySG1995SGXaSGXZX]TXZY]3.5 473

391 lζζurγtπGintπrγζtionGπnπrχiπsGoσGhyμroχπnTεonμπμGnuζlπiζGγζiμGεγsπGpγirsUGJournalgofgthegAmericang
ChemicalgSocietySG2004SGXYaSGXWX[YT]X 16.4 413

390 “truζturπsGγnμGpnπrχiπsGoσGsyμroχπnTmonμπμGoylGmγsπG…γirsUGlGyonπmpiriζγlG“tuμyGwithGtnζlusionG
oσGplπζtronGnorrπlγtionUGThegJournalgofgPhysicalgChemistrySG1996SGXWWSGXda]TXdb[ 378

389
yγturπGoσGyuζlπiζGlζiμâ��mγsπG“tγζkinχeGyonπmpiriζγlGγεGtnitioGγnμGpmpiriζγlG…otπntiγlG
nhγrγζtπrizγtionGoσGXWG“tγζkπμGmγsπGoimπrsUGnompγrisonGoσG“tγζkπμGγnμGsTmonμπμGmγsπG…γirsUGTheg
JournalgofgPhysicalgChemistrySG1996SGXWWSG]]dWT]]da

376

388 plπζtroniζGpropπrtiπsSGhyμroχπnGεonμinχSGstγζkinχSGγnμGζγtionGεinμinχGoσGoylGγnμG’ylGεγsπsUG
BiopolymersSG2001SGaXSGZTZX 2.2 374

387 ”owγrμGtruπGoylGεγsπTstγζkinχGπnπrχiπseGx…YSGnn“oO”PSGγnμGζomplπtπGεγsisGsπtGζγlζulγtionsUG
JournalgofgthegAmericangChemicalgSocietySG2002SGXY[SGXXcWYTc 16.4 348

386 yγturπGγnμGmγχnituμπGoσGγromγtiζGstγζkinχGoσGnuζlπiζGγζiμGεγsπsUGPhysicalgChemistrygChemicalg
PhysicsSG2008SGXWSGY]d]TaXW 3.6 300

385 lGsystπmγtiζGmolπζulγrGμynγmiζsGstuμyGoσGnπγrπstTnπiχhεorGπσσπζtsGonGεγsπGpγirGγnμGεγsπGpγirGstπpG
ζonσormγtionsGγnμGσluζtuγtionsGinGmToylUGNucleicgAcidsgResearchSG2010SGZcSGYddTZXZ 20.1 299

384
tntπrζγlγtorsUGXUGyγturπGoσGstγζkinχGintπrγζtionsGεπtwππnGintπrζγlγtorsGOπthiμiumSGμγunomyζinSG
πlliptiζinπSGγnμG[NSaTμiγminiμπTYTphπnylinμolπPGγnμGoylGεγsπGpγirsUGlεGinitioGquγntumGζhπmiζγlSG
μπnsityGσunζtionγlGthπorySGγnμGπmpiriζγlGpotπntiγlGstuμyUGJournalgofgthegAmericangChemicalgSocietySG
2002SGXY[SGZZaaTba

16.4 275

383 …πrσormγnζπGoσGxolπζulγrGxπζhγniζsGqorζπGqiπlμsGσorG’ylG“imulγtionseG“tγεilityGoσG––nrGγnμGry’lG
sγirpinsUUGJournalgofgChemicalgTheorygandgComputationSG2010SGaSGZcZaTZc[d 6.4 261

382 ’πσinπmπntGoσGthπG“uχγrT…hosphγtπGmγζkεonπG”orsionGmπtγGσorGlxmp’GqorζπGqiπlμsGtmprovπsGthπG
oπsζriptionGoσGØTGγnμGmToylUGJournalgofgChemicalgTheorygandgComputationSG2015SGXXSG]bYZTZa 6.4 243

381
…πrσormγnζπGoσGπmpiriζγlGpotπntiγlsGOlxmp’SGnqqd]SGn qqSGnsl’xxSGz…w“SG…zw”p PSG
sπmiπmpiriζγlGquγntumGζhπmiζγlGmπthoμsGOlxXSGxyozVxSG…xZPSGγnμGγεGinitioGsγrtrππâ��qoζkG
mπthoμGσorGintπrγζtionGoσGoylGεγsπseGnompγrisonGwithGnonπmpiriζγlGεπyonμGsγrtrππâ��qoζkGrπsultsG
1997SGXcSGXXZaTXX]W

239

380 ’ylG“truζturγlGoynγmiζsGlsGnγpturπμGεyGxolπζulγrG“imulγtionseGlGnomprπhπnsivπGzvπrviπwUG
ChemicalgReviewsSG2018SGXXcSG[XbbT[ZZc 68.1 235
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379 yonplγnγrGχπomπtriπsGoσGoylGεγsπsUGlεGinitioGsπζonμTorμπrGxoπllπrT…lπssπtGstuμyUGThegJournalgofg
PhysicalgChemistrySG1994SGdcSGZXaXTZXa[ 227

378 oylGεγsπpγirGstπpGμπσormγεilityGinσπrrπμGσromGmolπζulγrGμynγmiζsGsimulγtionsUGBiophysicalgJournal
SG2003SGc]SGYcbYTcZ 2.9 212

377
tntπrγζtionGoσGoylGmγsπG…γirsGwithG γriousGxπtγlGnγtionsGOxχYRSGnγYRSG“rYRSGmγYRSGnuRSGlχRSGluRSG
ØnYRSGnμYRSGγnμGsχYRPeGGyonπmpiriζγlGγεGtnitioGnγlζulγtionsGonG“truζturπsSGpnπrχiπsSGγnμG
yonγμμitivityGoσGthπGtntπrγζtionUGJournalgofgPhysicalgChemistrygBSG1997SGXWXSGdabWTdabb

3.4 208

376 ”owγrμGtmprovπμGoπsζriptionGoσGoylGmγζkεonπeG’πvisitinχGppsilonGγnμGØπtγG”orsionGqorζπGqiπlμG
…γrγmπtπrsUGJournalgofgChemicalgTheorygandgComputationSG2013SGdSGYZZdTYZ][ 6.4 205

375 yγturπGoσGεγsπGstγζkinχeGrπσπrπnζπGquγntumTζhπmiζγlGstγζkinχGπnπrχiπsGinGtπnGuniquπGmToylG
εγsπTpγirGstπpsUGChemistrygtgAgEuropeangJournalSG2006SGXYSGYc][Ta] 4.8 204

374 lssπssinχGthπGnurrπntG“tγtπGoσGlmεπrGqorζπGqiπlμGxoμiσiζγtionsGσorGoylUGJournalgofgChemicalg
TheorygandgComputationSG2016SGXYSG[XX[TYb 6.4 203

373 syμroχπnGεonμinχGγnμGstγζkinχGoσGoylGεγsπseGγGrπviπwGoσGquγntumTζhπmiζγlGγεGinitioGstuμiπsUG
JournalgofgBiomoleculargStructuregandgDynamicsSG1996SGX[SGXXbTZ] 3.6 202

372
lεGtnitioG“tuμyGoσGthπGtntπrγζtionGoσGruγninπGγnμGlμπninπGwithG γriousGxonoTGγnμGmivγlπntGxπtγlG
nγtionsGOwiRSGyγRSGvRSG’εRSGnsRfGnuRSGlχRSGluRfGxχYRSGnγYRSG“rYRSGmγYRfGØnYRSGnμYRSGγnμGsχYRPUGTheg
JournalgofgPhysicalgChemistrySG1996SGXWWSGbY]WTbY]]

196

371
’πσπrπnζπGsimulγtionsGoσGnonζγnoniζγlGnuζlπiζGγζiμsGwithGμiσσπrπntGˇ�GvγriγntsGoσGthπGlxmp’GσorζπG
σiπlμeGquγμruplπxGoylSGquγμruplπxG’ylGγnμGØToylUGJournalgofgChemicalgTheorygandgComputationSG
2012SGcSGY]WaTY]YW

6.4 184

370 oylGεγsπGγminoGχroupsGγnμGthπirGrolπGinGmolπζulγrGintπrγζtionseGlεGinitioGγnμGprπliminγryGμπnsityG
σunζtionγlGthπoryGζγlζulγtionsG1996SG]bSGd]dTdbW 179

369 sTmonμπμGγnμG“tγζkπμGoylGmγsπG…γirseGnytosinπGoimπrUGlnGlεGtnitioG“πζonμTzrμπrGxoπllπrT…lπssπtG
“tuμyUGJournalgofgthegAmericangChemicalgSocietySG1995SGXXbSGbdYTbdc 16.4 177

368 norrπlγtπμGγεGinitioGstuμyGoσGnuζlπiζGγζiμGεγsπsGγnμGthπirGtγutomπrsGinGthπGχγsGphγsπSGinGγG
miζrohyμrγtπμGπnvironmπntGγnμGinGγquπousGsolutionUGPhysicalgChemistrygChemicalgPhysicsSG2002SG[SG[XdYT[YWZ3.6 175

367
tntπrγζtionGεπtwππnGthπGruγninπâ��nytosinπGWγtsonâ��nriζkGoylGmγsπG…γirGγnμGsyμrγtπμGrroupGttγG
OxχYRSGnγYRSG“rYRSGmγYRPGγnμGrroupGttεGOØnYRSGnμYRSGsχYRPGxπtγlGnγtionsUGJournalgofgPhysicalg
ChemistrygASG1998SGXWYSG]d]XT]d]b

2.8 166

366 yγnosπζonμGxolπζulγrGoynγmiζsG“imulγtionsGoσG…γrγllπlGγnμGlntipγrγllπlGruγninπG‘uγμruplπxGoylG
xolπζulπsUGJournalgofgthegAmericangChemicalgSocietySG1999SGXYXSG]]XdT]]Z[ 16.4 153

365 xolπζulγrGμynγmiζsGγnμGquγntumGmπζhγniζsGoσG’yleGζonσormγtionγlGγnμGζhπmiζγlGζhγnχπGwπGζγnG
επliπvπGinUGAccountsgofgChemicalgResearchSG2010SG[ZSG[WTb 24.3 140

364 ˛…lmneGγGsystπmγtiζGmiζrosπζonμGmolπζulγrGμynγmiζsGstuμyGoσGtπtrγnuζlπotiμπGsπquπnζπGπσσπζtsGinG
mToylUGNucleicgAcidsgResearchSG2014SG[YSGXYYbYTcZ 20.1 138

363
xπtγlT“tγεilizπμG’γrπG”γutomπrsGγnμGxispγirsGoσGoylGmγsπseGGyaTxπtγlγtπμGlμπninπGγnμG
y[TxπtγlγtπμGnytosinπSG”hπorπtiζγlGγnμGpxpπrimπntγlG iπwsUGJournalgofgPhysicalgChemistrygASG1999SG
XWZSGXX[WaTXX[XZ

2.8 137

362 ”hπrmoμynγmiζG…γrγmπtπrsGσorG“tγζkinχGγnμGsyμroχπnGmonμinχGoσGyuζlπiζGlζiμGmγsπsGinGlquπousG
“olutioneGGlεGtnitioVwγnχπvinGoipolπsG“tuμyUGJournalgofgPhysicalgChemistrygBSG1999SGXWZSGcc[TcdY 3.4 137

(1999-1994)
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361
xolπζulγrGμynγmiζsGsimulγtionsGγnμGthπrmoμynγmiζsGγnγlysisGoσGoylTμruχGζomplπxπsUGxinorG
χroovπGεinμinχGεπtwππnG[NSaTμiγmiμinoTYTphπnylinμolπGγnμGoylGμuplπxπsGinGsolutionUGJournalgofg
thegAmericangChemicalgSocietySG2003SGXY]SGXb]dTad

16.4 136

360 siχhTπnπrχyGζhπmistryGoσGσormγmiμπeGγGuniσiπμGmπζhγnismGoσGnuζlπoεγsπGσormγtionUGProceedingsgofg
thegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaSG2015SGXXYSGa]bTaY 11.5 132

359 “πquπnζπTμπpπnμπntGπlγstiζGpropπrtiπsGoσGoylUGJournalgofgMoleculargBiologySG2000SGYddSGad]TbWd 6.5 132

358 ”hπGpσσπζtGoσGxπtγlGminμinχGtoGthπGybG“itπGoσG…urinπGyuζlπotiμπsGonG”hπirG“truζturπSGpnπrχySGγnμG
tnvolvπmπntGinGmγsπG…γirinχUGJournalgofgPhysicalgChemistrygBSG2000SGXW[SGb]Z]Tb][[ 3.4 131

357 xolπζulγrGμynγmiζsGsimulγtionsGoσG’yleGγnGinGsiliζoGsinχlπGmolπζulπGγpproγζhUGBiopolymersSG2007SG
c]SGXadTc[ 2.2 128

356 miσurζγtπμGhyμroχπnGεonμsGinGoylGζrystγlGstruζturπsUGlnGγεGinitioGquγntumGζhπmiζγlGstuμyUGJournalg
ofgthegAmericangChemicalgSocietySG1994SGXXaSGbWdTbX[ 16.4 128

355 nlγssiσiζγtionGγnμGπnπrχπtiζsGoσGthπGεγsπTphosphγtπGintπrγζtionsGinG’ylUGNucleicgAcidsgResearchSG
2009SGZbSG[cdcTdXc 20.1 126

354
nâ��s´•´•´•zGnontγζtsGinGthπGlμπninπ´•´•´•–rγζilGWγtsonâ��nriζkGγnμG–rγζil´•´•´•–rγζilGyuζlπiζGlζiμGmγsπG…γirseGG
yonπmpiriζγlGγεGtnitioG“tuμyGwithGtnζlusionGoσGplπζtronGnorrπlγtionGpσσπζtsUGJournalgofgPhysicalg
ChemistrygBSG2000SGXW[SGaYcaTaYdY

3.4 118

353 nγtionsGγnμGhyμrγtionGinGζγtγlytiζG’yleGmolπζulγrGμynγmiζsGoσGthπGhπpγtitisGμπltγGvirusGriεozymπUG
BiophysicalgJournalSG2006SGdXSGaYaTZc 2.9 116

352 qormγtionGpγthwγysGoσGγGχuγninπTquγμruplπxGoylGrπvπγlπμGεyGmolπζulγrGμynγmiζsGγnμG
thπrmoμynγmiζGγnγlysisGoσGthπGsuεstγtπsUGBiophysicalgJournalSG2003SGc]SGXbcbTcW[ 2.9 114

351 xolπζulγrGoynγmiζsG“imulγtionsGoσGyuζlπiζGlζiμsUGqromG”πtrγnuζlπotiμπsGtoGthπG’iεosomπUGJournalg
ofgPhysicalgChemistrygLettersSG2014SG]SGXbbXTcY 6.4 113

350 “inχlπG“trγnμπμGwoopsGoσG‘uγμruplπxGoylGlsGvπyGmπnζhmγrkGσorG”πstinχGyuζlπiζGlζiμsGqorζπG
qiπlμsUGJournalgofgChemicalgTheorygandgComputationSG2009SG]SGY]X[TZW 6.4 112

349 xolπζulγrGμynγmiζsGsimulγtionsGoσGruγninπGquγμruplπxGloopseGγμvγnζπsGγnμGσorζπGσiπlμGlimitγtionsUG
BiophysicalgJournalSG2004SGcbSGYYbT[Y 2.9 112

348 mγsπGstγζkinχGγnμGhyμroχπnGεonμinχGinGprotonγtπμGζytosinπGμimπreGthπGrolπGoσGmolπζulγrGionTμipolπG
γnμGinμuζtionGintπrγζtionsUGJournalgofgBiomoleculargStructuregandgDynamicsSG1996SGXZSGad]TbWa 3.6 107

347 mγsπG…γirGqrγyinχGinGxolπζulγrGoynγmiζsG“imulγtionsGoσGoylGγnμG’ylUGJournalgofgChemicalgTheoryg
andgComputationSG2014SGXWSGZXbbTcd 6.4 106

346 pxplγininχGthπGvγriπμGχlyζosiμiζGζonσormγtionγlSGrTtrγζtGlπnχthGγnμGsπquπnζπGprπσπrπnζπsGσorG
γntiTpγrγllπlGrTquγμruplπxπsUGNucleicgAcidsgResearchSG2011SGZdSG[[ddT]XY 20.1 105

345 znGthπGpotπntiγlGrolπGoσGthπGγminoGnitroχπnGγtomGγsGγGhyμroχπnGεonμGγζζπptorGinGmγζromolπζulπsUG
JournalgofgMoleculargBiologySG1998SGYbdSGXXYZTZa 6.5 105

344
lminoGχroupsGinGnuζlπiζGγζiμGεγsπsSGγnilinπSGγminopyriμinπsSGγnμGγminotriγzinπGγrπGnonplγnγreG
’πsultsGoσGζorrπlγtπμGγεGinitioGquγntumGζhπmiζγlGζγlζulγtionsGγnμGγnhγrmoniζGγnγlysisGoσGthπGγnilinπG
invπrsionGmotionUGJournalgofgChemicalgPhysicsSG1996SGXW]SGXXW[YTXXW]W

3.9 104
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343 xolπζulγrGμynγmiζsGsimulγtionsGoσGrToylGγnμGpπrspπζtivπsGonGthπGsimulγtionGoσGnuζlπiζGγζiμG
struζturπsUGMethodsSG2012SG]bSGY]TZd 4.6 103

342 yonTWγtsonTnriζkGεγsπpγirinχGγnμGhyμrγtionGinG’ylGmotiσseGmolπζulγrGμynγmiζsGoσG]“Gr’ylGloopGpUG
BiophysicalgJournalSG2003SGc[SGZ]a[TcY 2.9 101

341 –rγζilGoimπreGG…otπntiγlGpnπrχyGγnμGqrππGpnπrχyG“urσγζπsUGlεGtnitioGεπyonμGsγrtrππâ��qoζkGγnμG
pmpiriζγlG…otπntiγlG“tuμiπsUGJournalgofgPhysicalgChemistrygASG1998SGXWYSGadYXTadYa 2.8 100

340
tntπrγζtionGoσGthπGlμπninπâ��”hyminπGWγtsonâ��nriζkGγnμGlμπninπâ��lμπninπG’πvπrsπTsooχstππnGoylG
mγsπG…γirsGwithGsyμrγtπμGrroupGttγGOxχYRSGnγYRSG“rYRSGmγYRPGγnμGttεGOØnYRSGnμYRSGsχYRPGxπtγlG
nγtionse´ GlεsπnζπGoσGthπGmγsπG…γirG“tγεilizγtionGεyGxπtγlTtnμuζπμG…olγrizγtionGpσσπζtsUGJournalgofg
PhysicalgChemistrygBSG1999SGXWZSGY]YcTY]Z[

3.4 98

339 yonplγnγrGoylGεγsπGpγirsUGJournalgofgBiomoleculargStructuregandgDynamicsSG1996SGXZSGcYbTZZ 3.6 95

338 ’πlγtivπGstγεilityGoσGμiσσπrπntGoylGχuγninπGquγμruplπxGstπmGtopoloχiπsGμπrivπμGusinχGlγrχπTsζγlπG
quγntumTζhπmiζγlGζomputγtionsUGJournalgofgthegAmericangChemicalgSocietySG2013SGXZ]SGdbc]Tda 16.4 94

337 xolπζulγrGμynγmiζsGsimulγtionsGγnμGthπirGγppliζγtionGtoGσourTstrγnμπμGoylUGMethodsSG2007SG[ZSGYbcTdW 4.6 91

336
tntπrγζtionGpnπrχiπsGoσGsyμroχπnTmonμπμGqormγmiμπGoimπrSGqormγmiμinπGoimπrSGγnμG“πlπζtπμG
oylGmγsπG…γirsGzεtγinπμGwithGwγrχπGmγsisG“πtsGoσGltomiζGzrεitγlsUGJournalgofgPhysicalgChemistrygASG
2000SGXW[SG[]dYT[]db

2.8 91

335 “truζturγlGμynγmiζsGoσGpossiεlπGlγtπTstγχπGintπrmπμiγtπsGinGσolμinχGoσGquγμruplπxGoylGstuμiπμGεyG
molπζulγrGsimulγtionsUGNucleicgAcidsgResearchSG2013SG[XSGbXYcT[Z 20.1 89

334
tntπrγζtionsGoσGsyμrγtπμGxχYRGnγtionGwithGmγsπsSGmγsπG…γirsSGγnμGyuζlπotiμπsUGplπζtronG”opoloχySG
yγturγlGmonμGzrεitγlSGplπζtrostγtiζSGγnμG iεrγtionγlG“tuμyUGJournalgofgPhysicalgChemistrygBSG2001SG
XW]SGaW]XTaWaW

3.4 89

333 sinχπTlikπGmotionsGinG’ylGkinkTturnseGthπGrolπGoσGthπGsπζonμGγTminorGmotiσGγnμGnominγllyGunpγirπμG
εγsπsUGBiophysicalgJournalSG2005SGccSGZ[aaTc] 2.9 88

332
nompγrisonGoσGintrinsiζGstγζkinχGπnπrχiπsGoσGtπnGuniquπGμinuζlπotiμπGstπpsGinGlT’ylGγnμGmToylG
μuplπxπsUGnγnGwπGμπtπrminπGζorrπζtGorμπrGoσGstγεilityGεyGquγntumTζhπmiζγlGζγlζulγtionsjUGJournalgofg
PhysicalgChemistrygBSG2010SGXX[SGXXdXTYWZ

3.4 87

331
“truζturγlGμynγmiζsGγnμGζγtionGintπrγζtionsGoσGoylGquγμruplπxGmolπζulπsGζontγininχGmixπμG
χuγninπVζytosinπGquγrtπtsGrπvπγlπμGεyGlγrχπTsζγlπGxoGsimulγtionsUGJournalgofgthegAmericang
ChemicalgSocietySG2001SGXYZSGZYd]TZWb

16.4 87

330
…otπntiγlGpnπrχyG“urσγζπGoσGthπGnytosinπGoimπre´ Gx…YGnomplπtπGmγsisG“πtGwimitGtntπrγζtionG
pnπrχiπsSGnn“oO”PGnorrπζtionG”πrmSGγnμGnompγrisonGwithGthπGlxmp’GqorζπGqiπlμUGJournalgofg
PhysicalgChemistrygBSG2004SGXWcSG][aaT][bX

3.4 86

329 xolπζulγrGμynγmiζsGsimulγtionsGoσGsγrζinTriζinGr’ylGmotiσUGNucleicgAcidsgResearchSG2006SGZ[SGadbTbWc 20.1 84

328 ”rγppπμGwγtπrGmolπζulπsGγrπGπssπntiγlGtoGstruζturγlGμynγmiζsGγnμGσunζtionGoσGγGriεozymπUG
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaSG2006SGXWZSGXZZcWT] 11.5 84

327 lGprπεiotiζγllyGplγusiεlπGsynthπsisGoσGpyrimiμinπG˛†TriεonuζlπosiμπsGγnμGthπirGphosphγtπGμπrivγtivπsG
involvinχGphotoγnomπrizγtionUGNaturegChemistrySG2017SGdSGZWZTZWd 17.6 81

326 yγturπGγnμGmγχnituμπGoσGγromγtiζGεγsπGstγζkinχGinGoylGγnμG’yleG‘uγntumGζhπmistrySGmolπζulγrG
mπζhγniζsSGγnμGπxpπrimπntUGBiopolymersSG2013SGddSGdbcTcc 2.2 80

(2013-2012)
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325 nrystγlGstruζturπGoσGμOrrnnll””rrPGζomplπxπμGwithGol…tGrπvπγlsGnovπlGεinμinχGmoμπUG
BiochemistrySG1999SGZcSGXa[[ZT]X 3.2 79

324
’πσπrπnζπGx…YVnm“GγnμGnn“oO”PGquγntumTζhπmiζγlGζγlζulγtionsGonGstγζkπμGγμπninπGμimπrsUG
nompγrisonGwithGoq”ToSGx…YU]SG“n“OxtPTx…YSGxWaTYXSGnm“O“n“ToPGγnμGσorζπGσiπlμGμπsζriptionsUG
PhysicalgChemistrygChemicalgPhysicsSG2010SGXYSGZ]YYTZ[

3.6 78

323
”hπorπtiζγlG“tuμyGoσGminμinχGoσGsyμrγtπμGØnOttPGγnμGxχOttPGnγtionsGtoG]â��TruγnosinπGxonophosphγtπUG
”owγrμG…olγrizγεlπGxolπζulγrGxπζhγniζsGσorGoylGγnμG’ylUGJournalgofgPhysicalgChemistrygBSG2003SG
XWbSGcaadTcacX

3.4 78

322 lGrTquγμruplπxTεinμinχGζompounμGshowinχGγntiTtumourGγζtivityGinGγnGinGvivoGmoμπlGσorGpγnζrπγtiζG
ζγnζπrUGScientificgReportsSG2015SG]SGXXZc] 4.9 77

321 nomputπrGqolμinχGoσG’ylG”πtrγloopseGtμπntiσiζγtionGoσGvπyGqorζπGqiπlμGoπσiζiπnζiπsUGJournalgofg
ChemicalgTheorygandgComputationSG2016SGXYSG[]Z[T[c 6.4 77

320 xolπζulγrGtntπrγζtionsGoσGyuζlπiζGlζiμGmγsπsUGlG’πviπwGoσG‘uγntumTnhπmiζγlG“tuμiπsUGCollectiongofg
CzechoslovakgChemicalgCommunicationsSG2003SGacSGYYZXTYYcY 75

319 ‘uγntumGζhπmiζγlGεπnζhmγrkGstuμyGonG[aG’ylGεγζkεonπGσγmiliπsGusinχGγGμinuζlπotiμπGunitUG
JournalgofgChemicalgTheorygandgComputationSG2015SGXXSG[dbYTdX 6.4 74

318 ”hπorπtiζγlGstuμiπsGoσG’ylGζγtγlysiseGhyεriμG‘xVxxGmπthoμsGγnμGthπirGζompγrisonGwithGxoGγnμG
‘xUGMethodsSG2009SG[dSGYWYTXa 4.6 74

317 yonTWγtsonTnriζkGεγsπGpγirinχGinG’ylUGquγntumGζhπmiζγlGγnγlysisGoσGthπGζisGWγtsonTnriζkVsuχγrG
πμχπGεγsπGpγirGσγmilyUGJournalgofgPhysicalgChemistrygASG2005SGXWdSGYYdYTZWX 2.8 74

316
zutπrT“hπllGγnμGtnnπrT“hπllGnoorμinγtionGoσG…hosphγtπGrroupGtoGsyμrγtπμGxπtγlGtonsGOxχYRSGnuYRSG
ØnYRSGnμYRPGinGthπG…rπsπnζπGγnμGlεsπnζπGoσGyuζlπoεγsπUG”hπG’olπGoσGyonπlπζtrostγtiζGpσσπζtsUG
JournalgofgPhysicalgChemistrygBSG2003SGXWbSGXdXZTXdYZ

3.4 74

315 xolπζulγrGoynγmiζsGoσGsπmiprotonγtπμGtntπrζγlγtπμGqourT“trγnμπμGiToyleGG“tγεlπG”rγjπζtoriπsGonGγG
yγnosπζonμG“ζγlπUGJournalgofgthegAmericangChemicalgSocietySG1998SGXYWSGaX[bTaX]X 16.4 74

314
nomplπxπsGoσG…πntγhyμrγtπμGØnYRwithGruγninπSGlμπninπSGγnμGthπGruγninπâ��nytosinπGγnμG
lμπninπâ��”hyminπGmγsπG…γirsUG“truζturπsGγnμGpnπrχiπsGnhγrγζtπrizπμGεyG…olγrizγεlπGxolπζulγrG
xπζhγniζsGγnμGγεGtnitioGnγlζulγtionsUGJournalgofgPhysicalgChemistrygBSG1999SGXWZSGXX[X]TXX[Yb

3.4 74

313 “iχniσiζγntGstruζturγlGμπσormγtionGoσGnuζlπiζGγζiμGεγsπsGinGstγζkπμGεγsπGpγirseGγnGγεGinitioGstuμyG
επyonμGsγrtrππâ��qoζkUGChemicalgPhysicsgLettersSG1998SGYccSGbTX[ 2.5 73

312 “truζturπSG“tiσσnπssGγnμG“uεstγtπsGoσGthπGoiζkπrsonTorπwGooμπζγmπrUGJournalgofgChemicalgTheoryg
andgComputationSG2013SGdSGbWbTbYX 6.4 72

311
pxtπnsivπGmolπζulγrGμynγmiζsGsimulγtionsGshowinχGthγtGζγnoniζγlGrcGγnμGprotonγtπμGlZcsRGσormsG
γrπGmostGζonsistπntGwithGζrystγlGstruζturπsGoσGhγirpinGriεozymπUGJournalgofgPhysicalgChemistrygBSG
2010SGXX[SGaa[YT]Y

3.4 72

310 nomputπrGqolμinχGoσG’ylG”πtrγloopsjGlrπGWπG”hπrπG·πtjUGJournalgofgChemicalgTheorygandg
ComputationSG2013SGdSGYXX]TY] 6.4 69

309 “truζturπSGμynγmiζsSGγnμGπlγstiζityGoσGσrππGXasGr’ylGhπlixG[[GstuμiπμGεyGmolπζulγrGμynγmiζsG
simulγtionsUGBiopolymersSG2006SGcYSG]W[TYW 2.2 69

308 …rinζiplπsGoσG’ylGεγsπGpγirinχeGstruζturπsGγnμGπnπrχiπsGoσGthπGtrγnsGWγtsonTnriζkVsuχγrGπμχπGεγsπG
pγirsUGJournalgofgPhysicalgChemistrygBSG2005SGXWdSGXXZddT[XW 3.4 69
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307 xπtγlGionsGinGnonTζomplπmπntγryGoylGεγsπGpγirseGγnGγεGinitioGstuμyGoσGnuOtPSGlχOtPSGγnμGluOtPG
ζomplπxπsGwithGthπGζytosinπTγμπninπGεγsπGpγirUGJournalgofgBiologicalgInorganicgChemistrySG1999SG[SG]ZbT[]3.7 69

306
”hπGoylGγnμG’ylGsuχγrTphosphγtπGεγζkεonπGπmπrχπsGγsGthπGkπyGplγyπrUGlnGovπrviπwGoσG
quγntumTζhπmiζγlSGstruζturγlGεioloχyGγnμGsimulγtionGstuμiπsUGPhysicalgChemistrygChemicalgPhysicsSG
2012SGX[SGX]Y]bTbb

3.6 68

305 –niquπGtπrtiγryGγnμGnπiχhεorGintπrγζtionsGμπtπrminπGζonsπrvγtionGpγttπrnsGoσGnisGWγtsonTnriζkGlVrG
εγsπTpγirsUGJournalgofgMoleculargBiologySG2003SGZZWSGdabTbc 6.5 68

304
xolπζulγrGμynγmiζsGoσGthπGσrγmπTshiσtinχGpsπuμoknotGσromGεππtGwπstπrnGyπllowsGviruseGthπGrolπGoσG
nonTWγtsonTnriζkGεγsπTpγirinχSGorμπrπμGhyμrγtionSGζγtionGεinμinχGγnμGεγsπGmutγtionsGonGstγεilityG
γnμGunσolμinχUGJournalgofgMoleculargBiologySG2001SGZXZSGXWbZTdX

6.5 68

303
rloεγlGxinimumGoσGthπGlμπninπ´•´•´•”hyminπGmγsπG…γirGnorrπsponμsGyπithπrGtoGWγtsonâ��nriζkGyorGtoG
sooχstππnG“truζturπsUGxolπζulγrGoynγmiζV‘uπnζhinχVlxmp’GγnμGγεGtnitioGεπyonμGsγrtrππâ��qoζkG
“tuμiπsUGJournalgofgthegAmericangChemicalgSocietySG2000SGXYYSGZ[d]TZ[dd

16.4 67

302 qolμinχGoσGχuγninπGquγμruplπxGmolπζulπsTσunnπlTlikπGmπζhγnismGorGkinπtiζGpγrtitioninχjGlnG
ovπrviπwGσromGxoGsimulγtionGstuμiπsUGBiochimicagEtgBiophysicagActagtgGeneralgSubjectsSG2017SGXcaXSGXY[aTXYaZ4 66

301 siχhTπnπrχyGζhπmistryGoσGσormγmiμπeGγGsimplπrGwγyGσorGnuζlπoεγsπGσormγtionUGJournalgofgPhysicalg
ChemistrygASG2014SGXXcSGbXdTZa 2.8 66

300
wγrχπTsζγlπGζompπnsγtionGoσGπrrorsGinGpγirwisπTγμμitivπGπmpiriζγlGσorζπGσiπlμseGζompγrisonGoσG
lxmp’GintπrmolπζulγrGtπrmsGwithGriχorousGoq”T“l…”GζγlζulγtionsUGPhysicalgChemistrygChemicalg
PhysicsSG2010SGXYSGXW[baTdZ

3.6 65

299 nγtionGεinμinχGtoGX]T”mlGquγμruplπxGoylGisGγGmultiplπTpγthwγyGζγtionTμπpπnμπntGproζπssUGNucleicg
AcidsgResearchSG2011SGZdSGdbcdTcWY 20.1 64

298 “truζturγlGμynγmiζsGoσGprπζursorGγnμGproμuζtGoσGthπG’ylGπnzymπGσromGthπGhπpγtitisGμπltγGvirusGγsG
rπvπγlπμGεyGmolπζulγrGμynγmiζsGsimulγtionsUGJournalgofgMoleculargBiologySG2005SGZ]XSGbZXT[c 6.5 63

297 nritiζγlGπσσπζtGoσGthπGyYGγminoGχroupGonGstruζturπSGμynγmiζsSGγnμGπlγstiζityGoσGoylGpolypurinπG
trγζtsUGBiophysicalgJournalSG2002SGcYSGY]dYTaWd 2.9 63

296 oπpπnμπnζπGoσGlT’ylGsimulγtionsGonGthπGζhoiζπGoσGthπGσorζπGσiπlμGγnμGsγltGstrπnχthUGPhysicalg
ChemistrygChemicalgPhysicsSG2009SGXXSGXWbWXTXX 3.6 62

295
’πvπrsπGWγtsonâ��nriζkGtsoζytosinπâ��nytosinπGγnμGruγninπâ��nytosinπGmγsπG…γirsG“tγεilizπμGεyGthπG
qormγtionGoσGthπGxinorG”γutomπrsGoσGmγsπsUGlnGγεGtnitioG“tuμyGinGthπGrγsG…hγsπGγnμGinGγGWγtπrG
nlustπrUGJournalgofgPhysicalgChemistrygASG1998SGXWYSGXWZb[TXWZbd

2.8 62

294
tonGminμinχGtoG‘uγμruplπxGoylG“tπmsUGnompγrisonGoσGxxGγnμG‘xGoπsζriptionsG’πvπγlsG“izγεlπG
…olγrizγtionGpσσπζtsGyotGtnζluμπμGinGnontπmporγryG“imulγtionsUGJournalgofgChemicalgTheorygandg
ComputationSG2014SGXWSGXZYaT[W

6.4 60

293 nonσormγtionγlGμynγmiζsGoσGthπGhumγnGpropπllπrGtπlomπriζGoylGquγμruplπxGonGγGmiζrosπζonμG
timπGsζγlπUGNucleicgAcidsgResearchSG2013SG[XSGYbYZTZ] 20.1 60

292 tntrγmolπζulγrGσlπxiεilityGoσGoylGεγsπsGinGγμπninπâ��thyminπGγnμGχuγninπâ��ζytosinπGWγtsonâ��nriζkG
εγsπGpγirsUGJournalgofgMoleculargStructureSG1999SG[bbSGX]TYX 3.4 60

291 ”riplπxGintπrmπμiγtπsGinGσolμinχGoσGhumγnGtπlomπriζGquγμruplπxπsGproεπμGεyGmiζrosπζonμTsζγlπG
molπζulγrGμynγmiζsGsimulγtionsUGBiochimieSG2014SGXW]SGYYTZ] 4.6 58

290 “imulγtionsGoσGlT’ylGμuplπxπsUG”hπGπσσπζtGoσGsπquπnζπSGsolutπGσorζπGσiπlμSGwγtπrGmoμπlSGγnμGsγltG
ζonζπntrγtionUGJournalgofgPhysicalgChemistrygBSG2012SGXXaSGdcddTdXa 3.4 58

(2012-1999)
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289 xolπζulγrGμynγmiζsGsimulγtionsGoσG’ylGkissinχTloopGmotiσsGrπvπγlGstruζturγlGμynγmiζsGγnμG
σormγtionGoσGζγtionTεinμinχGpoζkπtsUGNucleicgAcidsgResearchSG2003SGZXSGad[YT]Y 20.1 57

288 tmprovinχGthπG…πrσormγnζπGoσGthπGlmεπrG’ylGqorζπGqiπlμGεyG”uninχGthπGsyμroχπnTmonμinχG
tntπrγζtionsUGJournalgofgChemicalgTheorygandgComputationSG2019SGX]SGZYccTZZW] 6.4 56

287
nγnGWπGlζζurγtπlyGoπsζriεπGthπG“truζturπGoσGlμπninπG”rγζtsGinGmToyljG’πσπrπnζπG
‘uγntumTnhπmiζγlGnomputγtionsG’πvπγlGzvπrstγεilizγtionGoσG“tγζkinχGεyGxolπζulγrGxπζhγniζsUG
JournalgofgChemicalgTheorygandgComputationSG2012SGcSGY[[cTaW

6.4 56

286 ”hπorπtiζγlGstuμyGonGthπGstruζturπSGstγεilitySGγnμGπlπζtroniζGpropπrtiπsGoσGthπGχuγninπTØnTζytosinπG
εγsπGpγirGinGxToylUGJournalgofgPhysicalgChemistrygBSG2007SGXXXSGcbWTd 3.4 54

285 tnsiχhtGintoGrToylGstruζturγlGpolymorphismGγnμGσolμinχGσromGsπquπnζπGγnμGloopGζonnπζtivityG
throuχhGσrππGπnπrχyGγnγlysisUGJournalgofgthegAmericangChemicalgSocietySG2011SGXZZSGX[YbWTd 16.4 53

284 ‘uγntumGζhπmiζγlGstuμiπsGoσGnuζlπiζGγζiμseGζγnGwπGζonstruζtGγGεriμχπGtoGthπG’ylGstruζturγlGεioloχyG
γnμGεioinσormγtiζsGζommunitiπsjUGJournalgofgPhysicalgChemistrygBSG2010SGXX[SGX]bYZT[X 3.4 53

283 …rotonγtionGstγtπsGoσGthπGkπyGγζtivπGsitπGrπsiμuπsGγnμGstruζturγlGμynγmiζsGoσGthπGχlm“GriεoswitζhGγsG
rπvπγlπμGεyGmolπζulγrGμynγmiζsUGJournalgofgPhysicalgChemistrygBSG2010SGXX[SGcbWXTXY 3.4 53

282 lnhγrmoniζGγnμGhγrmoniζGintπrmolπζulγrGviεrγtionγlGmoμπsGoσGthπGoylGεγsπGpγirsUGJournalgofg
ChemicalgPhysicsSG1997SGXWaSGX[bYTX[bd 3.9 53

281 xolπζulγrGμynγmiζsGoσGoylGquγμruplπxGmolπζulπsGζontγininχGinosinπSGaTthioχuγninπGγnμG
aTthiopurinπUGBiophysicalgJournalSG2001SGcWSG[]]Tac 2.9 52

280 pmπrχπnζπGoσGthπGqirstGnγtγlytiζGzliχonuζlπotiμπsGinGγGqormγmiμπTmγsπμGzriχinG“ζπnγrioUGChemistryg
tgAgEuropeangJournalSG2016SGYYSGZ]bYTca 4.8 52

279 ’ylGkinkTturnsGγsGmolπζulγrGπlεowseGhyμrγtionSGζγtionGεinμinχSGγnμGlγrχπTsζγlπGμynγmiζsUGStructureSG
2006SGX[SGcY]TZ] 5.2 51

278 lG“ystπmγtiζGγεGtnitioG“tuμyGoσGthπGsyμrγtionGoσG“πlπζtπμG…γllγμiumG“quγrπT…lγnγrGnomplπxπsUGlG
nompγrisonGwithG…lγtinumGlnγloχuπsUGJournalgofgPhysicalgChemistrygASG2001SGXW]SGcWcaTcWdY 2.8 51

277 rπomπtriζγlGγnμGπlπζtroniζGstruζturπGvγriγεilityGoσGthπGsuχγrTphosphγtπGεγζkεonπGinGnuζlπiζGγζiμsUG
JournalgofgPhysicalgChemistrygBSG2008SGXXYSGcXccTdb 3.4 50

276 nonσormγtionsGoσGσlγnkinχGεγsπsGinGst TXG’ylGot“GkissinχGζomplπxπsGstuμiπμGεyGmolπζulγrG
μynγmiζsUGBiophysicalgJournalSG2007SGdZSGZdZYT[d 2.9 50

275 “uχγrGπμχπVsuχγrGπμχπGεγsπGpγirsGinG’yleGstγεilitiπsGγnμGstruζturπsGσromGquγntumGζhπmiζγlG
ζγlζulγtionsUGJournalgofgPhysicalgChemistrygBSG2005SGXWdSGXcacWTd 3.4 50

274
znGthπGroγμGσromGσormγmiμπGiζπsGtoGnuζlπoεγsπseGt’TspπζtrosζopiζGoεsπrvγtionGoσGγGμirπζtGrπγζtionG
επtwππnGζyγnoGrγμiζγlsGγnμGσormγmiμπGinGγGhiχhTπnπrχyGimpγζtGπvπntUGJournalgofgthegAmericang
ChemicalgSocietySG2012SGXZ[SGYWbccTda

16.4 49

273 qrππGpnπrχyGwγnμsζγpπGoσGrlrlGγnμG––nrG’ylG”πtrγloopsUGJournalgofgPhysicalgChemistrygLettersSG
2016SGbSG[WZYT[WZc 6.4 49

272 nompγrisonGoσGγεGtnitioSGoq”SGγnμG“πmiπmpiriζγlG‘xVxxGlpproγζhπsGσorGoπsζriptionGoσGnγtγlytiζG
xπζhγnismGoσGsγirpinG’iεozymπUGJournalgofgChemicalgTheorygandgComputationSG2014SGXWSGXaWcTYY 6.4 48

Ji¯�˜–  ¯ poner

8



271 nhπmiζγlGshiσtsGinGnuζlπiζGγζiμsGstuμiπμGεyGμπnsityGσunζtionγlGthπoryGζγlζulγtionsGγnμGζompγrisonG
withGπxpπrimπntUGChemistrygtgAgEuropeangJournalSG2012SGXcSGXYZbYTcb 4.8 48

270 ”hπorπtiζγlGstuμyGoσGthπGχuγninπGTTiGaTthioχuγninπGsuεstitutionGinGμuplπxπsSGtriplπxπsSGγnμG
tπtrγplπxπsUGJournalgofgthegAmericangChemicalgSocietySG2004SGXYaSGX[a[YT]W 16.4 48

269 ’iεosomγlG’ylGkinkTturnGmotiσTTγGσlπxiεlπGmolπζulγrGhinχπUGJournalgofgBiomoleculargStructuregandg
DynamicsSG2004SGYYSGXcZTd[ 3.6 46

268 xπζhγniζγlGpropπrtiπsGoσGsymmπtriζGγnμGγsymmπtriζGoylGlTtrγζtseGimpliζγtionsGσorGloopinχGγnμG
nuζlπosomπGpositioninχUGNucleicgAcidsgResearchSG2014SG[YSGbZcZTd[ 20.1 45

267
“truζturγlGoynγmiζsGoσG”hromεinTminμinχGoylGlptγmπrGμOrr””rr”r”rr””rrPG‘uγμruplπxGoylG
“tuμiπμGεyGwγrχπT“ζγlπGpxpliζitG“olvπntG“imulγtionsUGJournalgofgChemicalgTheorygandgComputationSG
2010SGaSGZWWZTX[

6.4 45

266 “truζturγlGγnμGπvolutionγryGζlγssiσiζγtionGoσGrV–GwoεεlπGεγsπpγirsGinGthπGriεosomπUGNucleicgAcidsg
ResearchSG2006SGZ[SGXZYaT[X 20.1 45

265 ”hπGinσluπnζπGoσGthπGthyminπGn]GmπthylGχroupGonGspontγnπousGεγsπGpγirGεrπγthinχGinGoylUGJournalg
ofgBiologicalgChemistrySG2002SGYbbSGYc[dXTb 5.4 45

264 ”hπGinσluπnζπGoσGsquγrπGplγnγrGplγtinumGζomplπxπsGonGoylGεγsπGpγirinχUGlnGγεGinitioGoq”GstuμyUG
PhysicalgChemistrygChemicalgPhysicsSG2001SGZSG[[W[T[[XX 3.6 45

263 ”rγnsGsooχstππnVsuχγrGπμχπGεγsπGpγirinχGinG’ylUG“truζturπsSGπnπrχiπsSGγnμGstγεilitiπsGσromG
quγntumGζhπmiζγlGζγlζulγtionsUGJournalgofgPhysicalgChemistrygBSG2009SGXXZSGXb[ZT]] 3.4 44

262
mγlγnζπGoσGlttrγζtionGγnμG’πpulsionGinGyuζlπiζTlζiμGmγsπG“tγζkinχeG
nn“oO”PVnomplπtπTmγsisT“πtTwimitGnγlζulγtionsGonG–rγζilGoimπrGγnμGγGnompγrisonGwithGthπG
qorζπTqiπlμGoπsζriptionUGJournalgofgChemicalgTheorygandgComputationSG2009SG]SGX]Y[T[[

6.4 44

261
”hπGtnσluπnζπGoσGybruγninπGxoμiσiζγtionsGonGthπG“trπnχthGoσGWγtsonâ��nriζkGmγsπG…γirinχGγnμG
ruγninπGyXlζiμitye´ GnompγrisonGoσGrγsT…hγsπGγnμGnonμπnsπμT…hγsπG”rπnμsUGJournalgofgPhysicalg
ChemistrygBSG2003SGXWbSG]Z[dT]Z]a

3.4 44

260 yγnosπζonμGxolπζulγrGoynγmiζsGoσGØippπrTlikπGoylGouplπxG“truζturπsGnontγininχG“hπγrπμGr´•lG
xismγtζhG…γirsUGJournalgofgthegAmericangChemicalgSocietySG2000SGXYYSGb]a[Tb]bY 16.4 44

259 …rotonγtionGoσGplγtinγtπμGγμπninπGnuζlπoεγsπsUGrγsGphγsπGvsGζonμπnsπμGphγsπGpiζturπUGInorganicg
ChemistrySG2001SG[WSGZYadTbc 5.1 44

258 “tγεilizγtionGoσGthπGpurinπUpurinπUpyrimiμinπGoylGεγsπGtriplπtsGεyGμivγlπntGmπtγlGζγtionsUGJournalgofg
BiomoleculargStructuregandgDynamicsSG1998SGXaSGXZdT[Z 3.6 44

257 “ynπrχyGεπtwππnGyx’GmπγsurπmπntsGγnμGxoGsimulγtionsGoσGprotπinV’ylGζomplπxπseGγppliζγtionG
toGthπG’’xsSGthπGmostGζommonG’ylGrπζoχnitionGmotiσsUGNucleicgAcidsgResearchSG2016SG[[SGa[]YTbW 20.1 43

256 oynγmiζsGoσGthπGεγsπGoσGriεosomγlGlTsitπGσinχπrGrπvπγlπμGεyGmolπζulγrGμynγmiζsGsimulγtionsGγnμG
nryoTpxUGNucleicgAcidsgResearchSG2010SGZcSGXZY]T[W 20.1 43

255 –nμπrstγnμinχG’ylGqlπxiεilityG–sinχGpxpliζitG“olvπntG“imulγtionseG”hπG’iεosomγlGγnμGrroupGtGtntronG
’πvπrsπGvinkT”urnGxotiσsUGJournalgofgChemicalgTheorygandgComputationSG2011SGbSGYdaZTcW 6.4 43

254 ”woGXGeGXGεinμinχGmoμπsGσorGμistγmyζinGinGthπGminorGχroovπGoσGμOrrnnll””rrPUGFEBSgJournalSG2002
SGYadSGYcacTbb 43

(2002-2012)
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253 pσσπζtGoσGxonovγlπntGtonG…γrγmπtπrsGonGxolπζulγrGoynγmiζsG“imulγtionsGoσGrT‘uγμruplπxπsUG
JournalgofgChemicalgTheorygandgComputationSG2017SGXZSGZdXXTZdYa 6.4 42

252 sowGtoGunμπrstγnμGγtomistiζGmolπζulγrGμynγmiζsGsimulγtionsGoσG’ylGγnμGprotπinT’ylGζomplπxπsjUG
WileygInterdisciplinarygReviewsgRNASG2017SGcSGπX[W] 9.3 42

251 rπnπrγlGεγsπGζγtγlysisGσorGζlπγvγχπGεyGthπGγζtivπTsitπGζytosinπGoσGthπGhπpγtitisGμπltγGvirusGriεozymπeG
‘xVxxGζγlζulγtionsGπstγεlishGζhπmiζγlGσπγsiεilityUGJournalgofgPhysicalgChemistrygBSG2008SGXXYSGXXXbbTcb 3.4 42

250
lnG’ylGxolπζulγrG“witζheGtntrinsiζGqlπxiεilityGoσGYZ“Gr’ylGsπliζπsG[WGγnμGacG]NT–llV]NTrlyGtntπrnγlG
woopsG“tuμiπμGεyGxolπζulγrGoynγmiζsGxπthoμsUGJournalgofgChemicalgTheorygandgComputationSG2010SG
aSGdXWTYd

6.4 41

249 wonχTrπsiμπnζyGhyμrγtionSGζγtionGεinμinχSGγnμGμynγmiζsGoσGloopGpVhπlixGt Gr’ylTwY]GprotπinG
ζomplπxUGBiophysicalgJournalSG2004SGcbSGZZdbT[XY 2.9 41

248 pxtπnμπμGmolπζulγrGμynγmiζsGoσGγGζTkitGpromotπrGquγμruplπxUGNucleicgAcidsgResearchSG2015SG[ZSGcabZTdZ 20.1 40

247 xolπζulγrGmπζhγnismGoσGprπ‘XGriεoswitζhGγζtioneGγGmolπζulγrGμynγmiζsGstuμyUGJournalgofgPhysicalg
ChemistrygBSG2012SGXXaSGXYbYXTZ[ 3.4 40

246
tntπrγζtionsGoσGhyμrγtπμGttγGγnμGttεGχroupGmπtγlGζγtionsGwithGthioχuγninπTζytosinπGoylGεγsπGpγireG
lεGinitioGγnμGμπnsityGσunζtionγlGthπoryGinvπstiχγtionGoσGpolγrizγtionGπσσπζtsSGμiσσπrπnζπsGγmonχG
ζγtionsSGγnμGσlπxiεilityGoσGthπGζγtionGhyμrγtionGshπllUGJournalgofgBiomoleculargStructuregandgDynamicsSG
1999SGXbSGaXTbb

3.6 40

245
…rπεiotiζGsynthπsisGoσGnuζlπiζGγζiμsGγnμGthπirGεuilμinχGεloζksGγtGthπGγtomiζGlπvπlGTGmπrχinχGmoμπlsG
γnμGmπζhγnismsGσromGγμvγnζπμGζomputγtionsGγnμGπxpπrimπntsUGPhysicalgChemistrygChemicalg
PhysicsSG2016SGXcSGYWW[bTaa

3.6 40

244
tnsiχhtsGintoG“tγεilityGγnμGqolμinχGoσGry’lGγnμG–ynrG”πtrγloopsG’πvπγlπμGεyGxiζrosπζonμG
xolπζulγrGoynγmiζsGγnμGWπllT”πmpπrπμGxπtγμynγmiζsUGJournalgofgChemicalgTheorygandg
ComputationSG2015SGXXSGZcaaTbb

6.4 39

243 “ynthπsisGoσGOμPTπrythrosπGσromGχlyζolγlμπhyμπGγquπousGsolutionsGunμπrGπlπζtriζGσiπlμUGChemicalg
CommunicationsSG2018SG][SGZYXXTZYX[ 5.8 39

242
”hπorπtiζγlGζγlζulγtionGoσGthπGyx’GspinTspinGζouplinχGζonstγntsGγnμGthπGyx’GshiσtsGγllowG
μistinχuishγεilityGεπtwππnGthπGspπζiσiζGμirπζtGγnμGthπGwγtπrTmπμiγtπμGεinμinχGoσGγGμivγlπntGmπtγlG
ζγtionGtoGχuγninπUGJournalgofgthegAmericangChemicalgSocietySG2004SGXYaSGaaZTbY

16.4 39

241 lrπGthπGhyμroχπnGεonμsGoσG’ylGOl–PGstronχπrGthγnGthosπGoσGoylGOl”PjGlGquγntumGmπζhγniζsG
stuμyUGChemistrygtgAgEuropeangJournalSG2005SGXXSG]WaYTa 4.8 39

240
tnvπstiχγtionsGoσG“tγζkπμGoylGmγsπT…γirG“tπpseGsiχhlyGlζζurγtπG“tγζkinχGtntπrγζtionGpnπrχiπsSG
pnπrχyGoπζompositionSGγnμGxγnyTmoμyG“tγζkinχGpσσπζtsUGJournalgofgChemicalgTheorygandg
ComputationSG2019SGX]SGd]TXX]

6.4 39

239 xolπζulγrGμynγmiζsGsuχχπstGmultiσunζtionγlityGoσGγnGγμπninπGiminoGχroupGinGγζiμTεγsπGζγtγlysisGoσG
thπGhγirpinGriεozymπUGRnaSG2009SGX]SG]aWTb] 5.8 38

238 wπγμinχG’ylGtπrtiγryGintπrγζtionseGstruζturπsSGπnπrχiπsSGγnμGwγtπrGinsπrtionGoσGlTminorGγnμG
…TintπrγζtionsUGlGquγntumGζhπmiζγlGviπwUGJournalgofgPhysicalgChemistrygBSG2007SGXXXSGdX]ZTa[ 3.4 38

237 oylGμπσormγεilityGγtGthπGεγsπGpγirGlπvπlUGJournalgofgthegAmericangChemicalgSocietySG2004SGXYaSG[XY[T] 16.4 38

236 ”hπrmoμynγmiζGζhγrγζtπristiζsGσorGthπGσormγtionGoσGsTεonμπμGoylGεγsπGpγirsUGChemicalgPhysicsg
LettersSG1996SGYaXSGZbdTZc[ 2.5 38
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235 sγirpinsGpγrtiζipγtinχGinGσolμinχGoσGhumγnGtπlomπriζGsπquπnζπGquγμruplπxπsGstuμiπμGεyGstγnμγrμG
γnμG”T’pxoGsimulγtionsUGNucleicgAcidsgResearchSG2015SG[ZSGdaYaT[[ 20.1 37

234 qormγmiμπTεγsπμGprπεiotiζGsynthπsisGoσGnuζlπoεγsπseGγGkinπtiζγllyGγζζπssiεlπGrπγζtionGroutπUG
JournalgofgPhysicalgChemistrygASG2012SGXXaSGbYWTa 2.8 37

233 sowGtoGunμπrstγnμGquγntumGζhπmiζγlGζomputγtionsGonGoylGγnμG’ylGsystπmsjGlGprγζtiζγlGχuiμπG
σorGnonTspπζiγlistsUGMethodsSG2013SGa[SGZTXX 4.6 37

232 xolπζulγrGμynγmiζsGsimulγtionsGsuχχπstGthγtG’ylGthrππTwγyGjunζtionsGζγnGγζtGγsGσlπxiεlπG’ylG
struζturγlGπlπmπntsGinGthπGriεosomπUGNucleicgAcidsgResearchSG2010SGZcSGaY[bTa[ 20.1 37

231 noppπrGζγtionGintπrγζtionsGwithGεioloχiζγllyGπssπntiγlGtypπsGoσGliχγnμseGγGζomputγtionγlGoq”GstuμyUG
JournalgofgPhysicalgChemistrygASG2006SGXXWSG[bd]TcWd 2.8 37

230 “πquπnζπGμπpπnμπntGintrinsiζGμπσormγεilityGoσGthπGoylGεγsπGγminoGχroupsUGlnGγεGinitioGquγntumG
ζhπmiζγlGγnγlysisUGComputationalgandgTheoreticalgChemistrySG1994SGZW[SGZ]T[W 37

229 “truζturπGoσGγG“tγεlπGrTsγirpinUGJournalgofgthegAmericangChemicalgSocietySG2017SGXZdSGZ]dXTZ]d[ 16.4 36

228 xolπζulγrGεγsisGσorGl–TriζhGπlπmπntGrπζoχnitionGγnμGμimπrizγtionGεyGthπGsu’GnTtπrminγlG’’xUG
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaSG2019SGXXaSGYdZ]TYd[[ 11.5 36

227 toniζGμiσσusionGγnμGprotonGtrγnsσπrGinGγquπousGsolutionsGoσGγlkγliGmπtγlGsγltsUGPhysicalgChemistryg
ChemicalgPhysicsSG2017SGXdSGYW[YWTYW[Yd 3.6 36

226
pσσπζtsGoσG’πstrγinπμG“γmplinχG“pγζπGγnμGyonplγnγrGlminoGrroupsGonGqrππTpnπrχyG…rπμiζtionsGσorG
’ylGwithGtminoGγnμG“hπγrπμG”γnμπmGrlGmγsπG…γirsGqlγnkπμGεyGrnSGnrSGirinGorGinirGmγsπG…γirsUG
JournalgofgChemicalgTheorygandgComputationSG2009SG]SGYWccTYXWW

6.4 36

225
noγrsπTrrγinπμG“imulγtionsGnomplπmπntπμGεyGltomistiζGxolπζulγrGoynγmiζsG…roviμπGyπwGtnsiχhtsG
intoGqolμinχGγnμG–nσolμinχGoσGsumγnG”πlomπriζGrT‘uγμruplπxπsUGJournalgofgChemicalgTheorygandg
ComputationSG2016SGXYSGaWbbTaWdb

6.4 35

224
oiσσπrπntGintrγstrγnμGγnμGintπrstrγnμGζontriεutionsGtoGstγζkinχGγζζountGσorGrollGvγriγtionsGγtGthπG
γltπrnγtinχGpurinπTpyrimiμinπGsπquπnζπsGinGlToylGγnμGlT’ylUGJournalgofgMoleculargBiologySG1991SG
YYXSGbaXT[

6.5 35

223 rUnGεγsπGpγirGinGpγrγllπlTstrγnμπμGoylTTγGnovπlGtypπGoσGεγsπGpγirinχeGγnGγεGinitioGquγntumGζhπmiζγlG
stuμyUGJournalgofgBiomoleculargStructuregandgDynamicsSG1994SGXYSGabXTcW 3.6 34

222 pσσπζtGoσGχuγninπGtoGinosinπGsuεstitutionGonGstγεilityGoσGζγnoniζγlGoylGγnμG’ylGμuplπxπseG
molπζulγrGμynγmiζsGthπrmoμynγmiζsGintπχrγtionGstuμyUGJournalgofgPhysicalgChemistrygBSG2013SGXXbSGXcbYTd3.4 33

221 tntπrγζtionsGoσGthπGIpiγnoTstoolIGíruthπniumOttPGOπtγaTγrπnπPOπnPnw−RGζomplπxπsGwithGwγtπrGγnμG
nuζlπoεγsπsfGγεGinitioGγnμGoq”GstuμyUGJournalgofgComputationalgChemistrySG2009SGZWSGXb]cTbW 3.5 33

220 nlosπGmutuγlGζontγζtsGoσGthπGγminoGχroupsGinGoylUGInternationalgJournalgofgBiologicalg
MacromoleculesSG1994SGXaSGZTa 7.9 33

219 sowG…roximγlGyuζlπoεγsπsG’πχulγtπGthπGnγtγlytiζGlζtivityGoσGrT‘uγμruplπxVsπminGoylzymπsUGACSg
CatalysisSG2018SGcSGXXZ]YTXXZaX 13.1 33

218 “pπζtrosζopiζGγnμGthπorπtiζγlGinsiχhtsGintoGsπquπnζπGπσσπζtsGoσGγminoσluorπnπTinμuζπμG
ζonσormγtionγlGhπtπroχπnπityGγnμGnuζlπotiμπGπxζisionGrπpγirUGBiochemistrySG2007SG[aSGXXYaZTbc 3.2 32

(2007-2015)
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217 qittinχGnorrπζtionsGtoGγnG’ylGqorζπGqiπlμG–sinχGpxpπrimπntγlGoγtγUGJournalgofgChemicalgTheorygandg
ComputationSG2019SGX]SGZ[Y]TZ[ZX 6.4 31

216 ’πγζtivπGζonσormγtionGoσGthπGγζtivπGsitπGinGthπGhγirpinGriεozymπGγζhiπvπμGεyGmolπζulγrGμynγmiζsG
simulγtionsGwithG˛µV˛¶GσorζπGσiπlμGrπpγrγmπtrizγtionsUGJournalgofgPhysicalgChemistrygBSG2015SGXXdSG[YYWTd 3.4 31

215
tntπrγζtionsGoσGhyμrγtπμGμivγlπntGmπtγlGζγtionsGwithGnuζlπiζGγζiμGεγsπsUGsowGtoGrπlγtπGthπGχγsGphγsπG
μγtγGtoGsolutionGsituγtionGγnμGεinμinχGsπlπζtivityGinGnuζlπiζGγζiμsUGPhysicalgChemistrygChemicalg
PhysicsSG2004SGaSGYbbYTYbcW

3.6 31

214 pxplorinχGthπGoynγmiζsGoσG…ropπllπrGwoopsGinGsumγnG”πlomπriζGoylG‘uγμruplπxπsG–sinχGltomistiζG
“imulγtionsUGJournalgofgChemicalgTheorygandgComputationSG2017SGXZSGY[]cTY[cW 6.4 30

213 ‘xVxxGstuμiπsGoσGhγirpinGriεozymπGsπlσTζlπγvγχπGsuχχπstGthπGσπγsiεilityGoσGmultiplπGζompπtinχG
rπγζtionGmπζhγnismsUGJournalgofgPhysicalgChemistrygBSG2011SGXX]SGXZdXXTY[ 3.4 30

212 xπtγlTmπμiγtπμGμπγminγtionGoσGζytosinπeGπxpπrimπntGγnμGoq”GζγlζulγtionsUGAngewandtegChemiegtg
InternationalgEditionSG2004SG[ZSG]ZdaTd 16.4 30

211 plπζtronTorivπnG…rotonG”rγnsσπrGllonχGsYzGWirπsGpnγεlπsG…hotorπlγxγtionGoσGˇ�ˇ�QG“tγtπsGinG
nhromophorπTWγtπrGnlustπrsUGJournalgofgPhysicalgChemistrygLettersSG2015SGaSGX[abTbX 6.4 29

210 “truζturπGγnμGmπζhγniζγlGpropπrtiπsGoσGthπGriεosomγlGwXGstγlkGthrππTwγyGjunζtionUGNucleicgAcidsg
ResearchSG2012SG[WSGaYdWTZWZ 20.1 29

209 plγstiζGpropπrtiπsGoσGriεosomγlG’ylGεuilμinχGεloζkseGmolπζulγrGμynγmiζsGoσGthπGr”…γsπTγssoζiγtπμG
ζπntπrGr’ylUGNucleicgAcidsgResearchSG2007SGZ]SG[WWbTXb 20.1 29

208 ’πlγtionshipsGγmonχGrisπSGζupSGrollGγnμGstγχχπrGinGoylGsuχχπstπμGεyGπmpiriζγlGpotπntiγlGstuμiπsGoσG
εγsπGstγζkinχUGJournalgofgBiomoleculargStructuregandgDynamicsSG1993SGXXSGYbT[X 3.6 29

207 “πlπζtivπGprπεiotiζGζonvπrsionGoσGpyrimiμinπGγnμGpurinπGγnhyμronuζlπosiμπsGintoGWγtsonTnriζkG
εγsπTpγirinχGγrγεinoTσurγnosylGnuζlπosiμπsGinGwγtπrUGNaturegCommunicationsSG2018SGdSG[WbZ 17.4 29

206 lrπGWγtπrsGγrounμG’ylGxorπGthγnGuustGγG“olvπntjGTGlnGtnsiχhtGσromGxolπζulγrGoynγmiζsG
“imulγtionsUGJournalgofgChemicalgTheorygandgComputationSG2014SGXWSG[WXTXX 6.4 28

205 …hotoζhπmistryGoσGYTlminooxγzolπSGγGsypothπtiζγlG…rπεiotiζG…rπζursorGoσG’ylGyuζlπotiμπsUGJournalg
ofgPhysicalgChemistrygLettersSG2013SG[SGYbc]TYbcc 6.4 28

204 znGthπGrolπGoσGthπGζisGsooχstππnesuχγrTπμχπGσγmilyGoσGεγsπGpγirsGinGplγtσormsGγnμGtriplπtsTquγntumG
ζhπmiζγlGinsiχhtsGintoG’ylGstruζturγlGεioloχyUGJournalgofgPhysicalgChemistrygBSG2010SGXX[SGZZWbTYW 3.4 28

203 ”γutomπriζGπquiliεriumSGstγεilitySGγnμGhyμroχπnGεonμinχGinGYNTμπoxyχuγnosinπGmonophosphγtπG
ζomplπxπμGwithGxχYRUGJournalgofgPhysicalgChemistrygBSG2008SGXXYSGX]WTb 3.4 28

202 ”hπorπtiζγlGstuμyGonGthπGσγζtorsGζontrollinχGthπGstγεilityGoσGthπGεorγtπGζomplπxπsGoσGriεosπSG
γrγεinosπSGlyxosπSGγnμGxylosπUGChemistrygtgAgEuropeangJournalSG2008SGX[SGdddWTc 4.8 28

201 nγtionTpiGγnμGγminoTγζζπptorGintπrγζtionsGεπtwππnGhyμrγtπμGmπtγlGζγtionsGγnμGoylGεγsπsUGlG
quγntumTζhπmiζγlGviπwUGJournalgofgBiomoleculargStructuregandgDynamicsSG2000SGXbSGXWcbTda 3.6 28

200 yonπmpiriζγlGγεGinitioGζγlζulγtionsGonGoylGεγsπGpγirsUGChemicalgPhysicsSG1996SGYW[SGZa]TZbY 2.3 28
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199 –ltrγσγstGπxζitπμTstγtπGμynγmiζsGoσGisoζytosinπUGPhysicalgChemistrygChemicalgPhysicsSG2016SGXcSGYWYWcTXc 3.6 27

198
‘xGnomputγtionsGonGnomplπtπGyuζlπiζGlζiμsGmuilμinχGmloζkseGlnγlysisGoσGthπG“γrζinT’iζinG’ylG
xotiσG–sinχGoq”ToZSGsqTZζSG…xaToZsSGγnμGxxGlpproγζhπsUGJournalgofgChemicalgTheorygandg
ComputationSG2014SGXWSGYaX]TYd

6.4 27

197 “truζturπGγnμGμynγmiζsGoσGthπGlplSGlpnSGnplSGγnμGnpnG’ylGμinuζlπosiμπGmonophosphγtπsG
rπsolvπμGwithGyx’GsζγlγrGspinTspinGζouplinχsUGJournalgofgPhysicalgChemistrygBSG2009SGXXZSGXXcYTdX 3.4 27

196 ”hπGχπnomiζGso GriεozymπGutilizπsGγGprπviouslyGunnotiζπμG–TturnGmotiσGtoGγζζomplishGσγstG
sitπTspπζiσiζGζγtγlysisUGNucleicgAcidsgResearchSG2007SGZ]SGXdZZT[a 20.1 27

195 …rπεiotiζGroutπsGtoGnuζlπosiμπseGγGquγntumGζhπmiζγlGinsiχhtGintoGthπGπnπrχπtiζsGoσGthπGmultistπpG
rπγζtionGpγthwγysUGChemistrygtgAgEuropeangJournalSG2011SGXbSGc[bT][ 4.8 26

194 ’πσπrπnζπG‘uγntumGnhπmiζγlGnγlζulγtionsGonG’ylGmγsπG…γirsGoirπζtlyGtnvolvinχGthπGYNTzsGrroupGoσG
’iεosπUGJournalgofgChemicalgTheorygandgComputationSG2009SG]SGXXaaTbd 6.4 26

193 xolπζulγrGoynγmiζsG“imulγtionG“tuμyGoσG…γrγllπlG”πlomπriζGoylG‘uγμruplπxπsGγtGoiσσπrπntGtoniζG
“trπnχthseGpvγluγtionGoσGWγtπrGγnμGtonGxoμπlsUGJournalgofgPhysicalgChemistrygBSG2016SGXYWSGbZcWTdX 3.4 26

192 “tγεilityGoσGhyμrolytiζGγrsπniζGspπζiπsGinGγquπousGsolutionseGlsvsUGlsUGPhysicalgChemistrygChemicalg
PhysicsSG2018SGYWSGYZYbYTYZYcW 3.6 26

191
tnσluπnζπGoσGmttGmγζkεonπG“uεstγtπsGonGoylG”wisteGlG–niσiπμG iπwGγnμGnompγrisonGoσG“imulγtionG
γnμGpxpπrimπntGσorGlllGXZaGoistinζtG”πtrγnuζlπotiμπG“πquπnζπsUGJournalgofgChemicalgInformationg
andgModelingSG2017SG]bSGYb]TYcb

6.1 25

190
“πlπζtivityGoσGmγjorGisoquinolinπGγlkγloiμsGσromGnhπliμoniumGmγjusGtowγrμsGtπlomπriζG
rTquγμruplπxeGlGstuμyGusinχGγGtrγnsitionTq’p”GOtTq’p”PGγssγyUGBiochimicagEtgBiophysicagActagtgGeneralg
SubjectsSG2017SGXcaXSGYWYWTYWZW

4 25

189 nγnGWπGpxπζutπG’πliγεlπGxxT…m“lGqrππGpnπrχyGnomputγtionsGoσG’πlγtivπG“tγεilitiπsGoσGoiσσπrπntG
ruγninπG‘uγμruplπxGqolμsjUGJournalgofgPhysicalgChemistrygBSG2016SGXYWSGYcddTdXY 3.4 25

188 lεGinitioGspπζtrosζopyGoσGwγtπrGunμπrGπlπζtriζGσiπlμsUGPhysicalgChemistrygChemicalgPhysicsSG2019SGYXSGYXYW]TYXYXY3.6 25

187
mπnζhmγrkGquγntumTζhπmiζγlGζγlζulγtionsGonGγGζomplπtπGsπtGoσGrotγmπriζGσγmiliπsGoσGthπGoylG
suχγrTphosphγtπGεγζkεonπGγnμGthπirGζompγrisonGwithGmoμπrnGμπnsityGσunζtionγlGthπoryUGPhysicalg
ChemistrygChemicalgPhysicsSG2013SGX]SGbYd]TZXW

3.6 25

186
yonζγnoniζγlGhyμroχπnGεonμinχGinGnuζlπiζGγζiμsUGmπnζhmγrkGπvγluγtionGoσGkπyGεγsπTphosphγtπG
intπrγζtionsGinGσolμπμG’ylGmolπζulπsGusinχGquγntumTζhπmiζγlGζγlζulγtionsGγnμGmolπζulγrGμynγmiζsG
simulγtionsUGJournalgofgPhysicalgChemistrygASG2011SGXX]SGXXYbbTdY

2.8 25

185 plεowGσlπxiεilityGoσGthπGktZcG’ylGkinkTturnGmotiσGinvπstiχγtπμGεyGσrππTπnπrχyGmolπζulγrGμynγmiζsG
simulγtionsUGBiophysicalgJournalSG2009SGdbSGYWW[TXZ 2.9 25

184 …γrγllπlGrTtriplπxπsGγnμGrThγirpinsGγsGpotπntiγlGtrγnsitoryGπnsπmεlπsGinGthπGσolμinχGoσG
pγrγllπlTstrγnμπμGoylGrT‘uγμruplπxπsUGNucleicgAcidsgResearchSG2019SG[bSGbYbaTbYdZ 20.1 24

183 “truζturγlGstuμyGoσGthπGqoxTXG’’xGprotπinGhyμrγtionGrπvπγlsGγGrolπGσorGkπyGwγtπrGmolπζulπsGinG
’’xT’ylGrπζoχnitionUGNucleicgAcidsgResearchSG2017SG[]SGcW[aTcWaZ 20.1 24

182 …rotonGirrγμiγtioneGγGkπyGtoGthπGζhγllπnχπGoσGyTχlyζosiμiζGεonμGσormγtionGinGγGprπεiotiζGζontπxtUG
ScientificgReportsSG2017SGbSGX[bWd 4.9 24

(2017-2016)

13



181 noorμinγtionGεπtwππnGthπGpolymπrγsπGγnμG’yγsπGsGγζtivityGoσGst TXGrπvπrsπGtrγnsζriptγsπUGNucleicg
AcidsgResearchSG2017SG[]SGZZ[XTZZ]Y 20.1 23

180 –ntπmplγtπμGnonπnzymγtiζGpolymπrizγtionGoσGZNS]Nζrx…eGγGplγusiεlπGroutπGtoGZNS]NTlinkπμG
oliχonuζlπotiμπsGinGprimorμiγUGJournalgofgPhysicalgChemistrygBSG2015SGXXdSGYdbdTcd 3.4 23

179 lGyovπlGlpproγζhGσorGoπrivinχGqorζπGqiπlμG”orsionGlnχlπG…γrγmπtπrsGlζζountinχGσorG
nonσormγtionToπpπnμπntG“olvγtionGpσσπζtsUGJournalgofgChemicalgTheorygandgComputationSG2012SGcSGZYZYT[Y6.4 23

178 nommπntGonGâ��plπζtronTnorrπlγtπμGnγlζulγtionsGoσGplπζtriζG…ropπrtiπsGoσGyuζlπiζGlζiμGmγsπsâ��UG
JournalgofgPhysicalgChemistrygBSG1997SGXWXSGcWZcTcWZd 3.4 23

177 tmpγζtGoσGγnGπxtruμπμGnuζlπotiμπGonGζlπγvγχπGγζtivityGγnμGμynγmiζGζγtγlytiζGζorπGζonσormγtionGoσG
thπGhπpγtitisGμπltγGvirusGriεozymπUGBiopolymersSG2007SGc]SGZdYT[Wa 2.2 23

176 “truζturγlGoynγmiζsGoσGwγtπrγlGγnμGoiγχonγlGwoopsGoσGsumγnG”πlomπriζGrT‘uγμruplπxπsGinG
pxtπnμπμGxoG“imulγtionsUGJournalgofgChemicalgTheorygandgComputationSG2018SGX[SG]WXXT]WYa 6.4 23

175 yonζγnoniζγlG˛–V˛‡GmγζkεonπGnonσormγtionsGinG’ylGγnμGthπGlζζurγζyGoσG”hπirGoπsζriptionGεyGthπG
lxmp’GqorζπGqiπlμUGJournalgofgPhysicalgChemistrygBSG2017SGXYXSGY[YWTY[ZZ 3.4 22

174 ”hπGrolπGoσGγnGγζtivπGsitπGxχOYRPGinGso GriεozymπGsπlσTζlπγvγχπeGinsiχhtsGσromG‘xVxxGζγlζulγtionsUG
PhysicalgChemistrygChemicalgPhysicsSG2015SGXbSGabWTd 3.6 22

173
”owγrμsGεioζhπmiζγllyGrπlπvγntG‘xGζomputγtionsGonGnuζlπiζGγζiμseGζontrollπμGπlπζtroniζGstruζturπG
χπomπtryGoptimizγtionGoσGnuζlπiζGγζiμGstruζturγlGmotiσsGusinχGpπnγltyGrπstrγintGσunζtionsUGPhysicalg
ChemistrygChemicalgPhysicsSG2015SGXbSGXZddT[XW

3.6 22

172 xultiσunζtionγlGπnπrχyGlγnμsζγpπGσorGγGoylGrTquγμruplπxeGlnGπvolvπμGmolπζulγrGswitζhUGJournalgofg
ChemicalgPhysicsSG2017SGX[bSGX]YbX] 3.9 22

171 lTminorGtπrtiγryGintπrγζtionsGinG’ylGkinkTturnsUGxolπζulγrGμynγmiζsGγnμGquγntumGζhπmiζγlGγnγlysisUG
JournalgofgPhysicalgChemistrygBSG2011SGXX]SGXZcdbTdXW 3.4 22

170 “uχγrGpuζkπrGmoμulγtπsGthπGζrossTζorrπlγtπμGrπlγxγtionGrγtπsGγζrossGthπGχlyζosiμiζGεonμGinGoylUG
JournalgofgthegAmericangChemicalgSocietySG2005SGXYbSGX[aaZTb 16.4 22

169 ”izYTζγtγlyzπμGsynthπsisGoσGsuχγrsGσromGσormγlμπhyμπGinGπxtrγtπrrπstriγlGimpγζtsGonGthπGπγrlyG
pγrthUGScientificgReportsSG2016SGaSGYZXdd 4.9 22

168
‘xVxxGnγlζulγtionsGonG…rotπinT’ylGnomplπxπseG–nμπrstγnμinχGwimitγtionsGoσGnlγssiζγlGxoG
“imulγtionsGγnμG“πγrζhGσorG’πliγεlπGnostTpσσπζtivπG‘xGxπthoμsUGJournalgofgChemicalgTheorygandg
ComputationSG2018SGX[SG][XdT][ZZ

6.4 22

167 yovπlGπlπζtroζhπmiζγlGroutπGtoGζlπγnπrGσuπlGμimπthylGπthπrUGScientificgReportsSG2017SGbSGadWX 4.9 21

166 –nμπrstγnμinχGthπGrolπGoσGεγsπGstγζkinχGinGnuζlπiζGγζiμsUGxoGγnμG‘xGγnγlysisGoσGtγnμπmGrlGεγsπG
pγirsGinG’ylGμuplπxπsUGPhysicalgChemistrygChemicalgPhysicsSG2012SGX[SGXY]cWTdX 3.6 21

165 nγlζulγtionGoσGstruζturγlGεπhγviorGoσGinμirπζtGyx’GspinTspinGζouplinχsGinGthπGεγζkεonπGoσGnuζlπiζG
γζiμsUGJournalgofgPhysicalgChemistrygBSG2006SGXXWSGYYcd[TdWY 3.4 21

164 tnμirπζtGyx’GspinTspinGζouplinχGζonstγntsGZuO…SnPGγnμGYuO…SsPGγζrossGthπG…TzUUUsTnGlinkGζγnGεπGusπμG
σorGstruζturπGμπtπrminγtionGoσGnuζlπiζGγζiμsUGJournalgofgthegAmericangChemicalgSocietySG2006SGXYcSGacYZTc16.4 21

Ji¯�˜–  ¯ poner
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163 xoεilitiπsGoσGioμiμπGγnionsGinGγquπousGsolutionsGσorGγppliζγtionsGinGnγturγlGμyπTsπnsitizπμGsolγrGζπllsUG
PhysicalgChemistrygChemicalgPhysicsSG2018SGYWSGXZWZcTXZW[a 3.6 20

162
oπrivγtionGoσG’πliγεlπGrπomπtriπsGinG‘xGnγlζulγtionsGoσGoylG“truζturπseGpxpliζitG“olvπntG‘xVxxG
γnμG’πstrγinπμGtmpliζitG“olvπntG‘xGzptimizγtionsGoσGrT‘uγμruplπxπsUGJournalgofgChemicalgTheoryg
andgComputationSG2016SGXYSGYWWWTXa

6.4 20

161
pnπrχiπsGγnμGYNTsyμroxylGrroupGzriπntγtionsGoσG’ylGmγζkεonπGnonσormγtionsUGmπnζhmγrkG
nn“oO”PVnm“GoγtγεγsπSGplπζtroniζGlnγlysisSGγnμGlssπssmπntGoσGoq”GxπthoμsGγnμGxoG“imulγtionsUG
JournalgofgChemicalgTheorygandgComputationSG2014SGXWSG[aZTcW

6.4 20

160
–nμπrstγnμinχGthπG“πquπnζπG…rπσπrπnζπGoσG’πζurrπntG’ylGmuilμinχGmloζksGusinχG‘uγntumG
nhπmistryeG”hπGtntrγstrγnμG’ylGoinuζlπotiμπG…lγtσormUGJournalgofgChemicalgTheorygandgComputation
SG2012SGcSGZZ]TZ[b

6.4 20

159 znGthπGstγεilizγtionGoσGriεosπGεyGsiliζγtπGminπrγlsUGAstrobiologySG2011SGXXSGXX]TYX 3.7 20

158
“truζturγlGμynγmiζsGoσGthπGεoxGnVoG’ylGkinkTturnGγnμGitsGζomplπxGwithGprotπinseGthπGrolπGoσGthπG
lTminorGWGintπrγζtionSGlonχTrπsiμπnζyGwγtπrGεriμχπsSGγnμGstruζturγlGionTεinμinχGsitπsGrπvπγlπμGεyG
molπζulγrGsimulγtionsUGJournalgofgPhysicalgChemistrygBSG2010SGXX[SGXW]cXTdZ

3.4 20

157 ’πvisitinχGthπGplγnγrityGoσGnuζlπiζGγζiμGεγsπseG…yrγmiμilizγtionGγtGχlyζosiμiζGnitroχπnGinGpurinπGεγsπsG
isGmoμulγtπμGεyGoriπntγtionGoσGχlyζosiμiζGtorsionUGNucleicgAcidsgResearchSG2009SGZbSGbZYXTZX 20.1 20

156 “truζturγlGγnμGμynγmiζGπσσπζtsGoσGsinχlπGbThyμroTcToxoχuγninπGεγsπsGloζγtπμGinGγGσrγmπshiσtGtγrχπtG
oylGsπquπnζπUGBiophysicalgChemistrySG2005SGXXcSGZXT[X 3.5 20

155 sowGyuζlπoεγsπsG’otγtπGWhπnGmonμπμGtoGγGxπtγlGtoneGGoπtγilπμG iπwGσromGγnGlεGtnitioG‘uγntumG
nhπmiζγlG“tuμyGoσGγGnytosinπGnomplπxGoσGtrγnsTγY…tttUGJournalgofgPhysicalgChemistrygBSG2001SGXW]SGXYXbXTXYXbd3.4 19

154 ”γutomπrismGoσGxγnthinπeG”hπGsπζonμTorμπrGxˆ�llπrT…lπssπtGstuμyUGStructuralgChemistrySG1995SGaSGYcXTYca 1.8 19

153
nhγnnπlinχGthrouχhG”woG“tγζkπμGruγninπG‘uγrtπtsGoσGznπGγnμG”woGllkγliGnγtionsGinGthπGwiSGyγSGvSG
γnμG’εG“πriπsUGlssπssmπntGoσGthπGlζζurγζyGoσGthπG“tmqlGlnisotropiζG…olγrizγεlπGxolπζulγrG
xπζhγniζsG…otπntiγlUGJournalgofgPhysicalgChemistrygBSG2017SGXYXSGZddbT[WX[

3.4 18

152 xπζhγniζγlGxoμπlGoσGoylGlllostπryUGJournalgofgPhysicalgChemistrygLettersSG2014SG]SGZcZXT] 6.4 18

151 tsostπriζGγnμGnonisostπriζGεγsπGpγirsGinG’ylGmotiσseGmolπζulγrGμynγmiζsGγnμGεioinσormγtiζsGstuμyGoσG
thπGsγrζinTriζinGintπrnγlGloopUGJournalgofgPhysicalgChemistrygBSG2013SGXXbSGX[ZWYTXd 3.4 18

150 nonσormγtionsGoσGsumγnG”πlomπriζGrT‘uγμruplπxG“tuμiπμG–sinχGγGyuζlπotiμπTtnμπpπnμπntG
yitroxiμπGwγεπlUGBiochemistrySG2016SG]]SGZaWTbY 3.2 18

149 “truζturγlGμynγmiζsGoσGpropπllπrGloopeGtowγrμsGσolμinχGoσG’ylGrTquγμruplπxUGNucleicgAcidsgResearch
SG2018SG[aSGcb][TcbbX 20.1 18

148
“tγζkπμGγnμGsTmonμπμGnytosinπGoimπrsUGlnγlysisGoσGthπGtntπrmolπζulγrGtntπrγζtionGpnπrχiπsGεyG
…γrγllπlG‘uγntumGnhπmistryGγnμG…olγrizγεlπGxolπζulγrGxπζhγniζsUGJournalgofgPhysicalgChemistrygBSG
2015SGXXdSGd[bbTd]

3.4 17

147 xolπζulγrGμynγmiζGsimulγtionsGoσGprotπinV’ylGζomplπxπseGn’t“…’Vnsy[GπnμoriεonuζlπγsπUG
BiochimicagEtgBiophysicagActagtgGeneralgSubjectsSG2015SGXc]WSGXWbYTXWdW 4 17

146
nonσormγtionγlGpnπrχiπsGoσGoylG“uχγrâ��…hosphγtπGmγζkεonπeG’πσπrπnζπG‘xGnγlζulγtionsGγnμGγG
nompγrisonGwithGoπnsityGqunζtionγlG”hπoryGγnμGxolπζulγrGxπζhγniζsUGJournalgofgChemicalgTheoryg
andgComputationSG2010SGaSGZcXbTZcZ]

6.4 17

(2010-2018)

15



145 wossGoσGsooχstππnGpγirinχGγεilityGuponGyXGγμπninπGplγtinumGεinμinχUGInorganicgChemistrySG2002SG[XSGYc]]TaZ5.1 17

144 WγtπrTζhromophorπGπlπζtronGtrγnsσπrGμπtπrminπsGthπGphotoζhπmistryGoσGζytosinπGγnμGζytiμinπUG
PhysicalgChemistrygChemicalgPhysicsSG2017SGXdSGXb]ZXTXb]Zb 3.6 16

143 “πquπntiγlGπlπζtronGtrγnsσπrGχovπrnsGthπG– TinμuζπμGsπlσTrπpγirGoσGoylGphotolπsionsUGChemicalg
ScienceSG2018SGdSGZXZXTZX[W 9.4 16

142
lnGintriζγtπGεγlγnζπGoσGhyμroχπnGεonμinχSGionGγtmosphπrπGγnμGμynγmiζsGσγζilitγtπsGγGsπγmlπssG
urγζilGtoGζytosinπGsuεstitutionGinGthπG–TturnGoσGthπGnπomyζinTsπnsinχGriεoswitζhUGNucleicgAcidsg
ResearchSG2018SG[aSGa]YcTa][Z

20.1 16

141
xiζrosπζonμT“ζγlπGxoG“imulγtionsGoσGst TXGot“GvissinχTwoopGnomplπxπsG…rπμiζtGmulχπμTtnG
nonσormγtionGoσGthπGmulχπμGmγsπsGγnμG’πvπγlGtntπrπstinχGoiσσπrπnζπsGεπtwππnGlvγilγεlπG γriγntsG
oσGthπGlxmp’G’ylGqorζπGqiπlμsUGJournalgofgPhysicalgChemistrygBSG2015SGXXdSGX]XbaTdW

3.4 16

140 yx’GζrossTζorrπlγtπμGrπlγxγtionGrγtπsGrπvπγlGionGζoorμinγtionGsitπsGinGoylUGJournalgofgthegAmericang
ChemicalgSocietySG2011SGXZZSGXZbdWTZ 16.4 16

139 YS[TμisπlπnourγζilGtγutomπrseGstruζturπsSGπnπrχiπsSGγnμGγGζompγrisonGwithGurγζilGγnμG
YS[TμithiourγζilUGComputationalgandgTheoreticalgChemistrySG1996SGZccSGYZbTY[Z 16

138
lnG’ylGmolπζulγrGswitζheGtntrinsiζGσlπxiεilityGoσGYZ“Gr’ylGsπliζπsG[WGγnμGacG]NT–llV]NTrlyGintπrnγlG
loopsGstuμiπμGεyGmolπζulγrGμynγmiζsGmπthoμsUGJournalgofgChemicalgTheorygandgComputationSG2010SG
YWXWSGdXWTdYd

6.4 16

137 qinπT”uninχGoσGthπGlxmp’G’ylGqorζπGqiπlμGwithGγGyπwG”πrmGlμjustinχGtntπrγζtionsGoσG”πrminγlG
yuζlπotiμπsUGJournalgofgChemicalgTheorygandgComputationSG2020SGXaSGZdZaTZd[a 6.4 15

136 oispγrγtπGso GriεozymπGζrystγlGstruζturπsGrπprπsπntGintπrmπμiγtπsGonGγGruχχπμGσrππTπnπrχyG
lγnμsζγpπUGRnaSG2014SGYWSGXXXYTYc 5.8 15

135 lromγtiζGsiμπTζhγinGζonσormγtionγlGswitζhGonGthπGsurσγζπGoσGthπG’ylG’πζoχnitionGxotiσGπnγεlπsG
’ylGμisζriminγtionUGNaturegCommunicationsSG2017SGcSGa][ 17.4 15

134 tntπrγζtionsGoσGoylGmγsπsGγnμGthπG“truζturπGoσGoyleGlGyonπmpiriζγlGlεGtnitioG“tuμyGwithGtnζlusionG
oσGplπζtronGnorrπlγtionUGComputationalgChemistrygtgReviewsgofgCurrentgTrendsSG1996SGXc]TYXc 15

133
“tγεilityGoσGYNSZNGγnμGZNS]NGζyζliζGnuζlπotiμπsGinGσormγmiμπGγnμGinGwγtπreGγGthπorπtiζγlGinsiχhtGintoGthπG
σγζtorsGζontrollinχGthπGγζζumulγtionGoσGnuζlπiζGγζiμGεuilμinχGεloζksGinGγGprπεiotiζGpoolUGPhysicalg
ChemistrygChemicalgPhysicsSG2017SGXdSGXcXbTXcY]

3.6 14

132 nγtγlystTqrππGsyμroχπnG“ynthπsisGσromGwiquiμGpthγnoleGlnGγεGtnitioGxolπζulγrGoynγmiζsG“tuμyUG
JournalgofgPhysicalgChemistrygCSG2019SGXYZSGdYWYTdYWc 3.8 14

131 pxζitπμTstγtπGhyμroχπnGγtomGγεstrγζtionGinitiγtπsGthπGphotoζhπmistryGoσG˛†TYNTμπoxyζytiμinπUG
ChemicalgScienceSG2015SGaSGYWZ]TYW[Z 9.4 14

130 mioinσormγtiζsGγnμGmolπζulγrGμynγmiζsGsimulγtionGstuμyGoσGwXGstγlkGnonTζγnoniζγlGr’ylGπlπmπntseG
kinkTturnsSGloopsSGγnμGtπtrγloopsUGJournalgofgPhysicalgChemistrygBSG2013SGXXbSG]][WT]] 3.4 14

129 ’iεozymπGlζtivityGoσG’ylGyonπnzymγtiζγllyG…olymπrizπμGσromGZjS]jTnyζliζGrx…UGEntropySG2013SGX]SG]ZaYT]ZcZ2.8 14

128 nompγrγtivπGlssπssmπntGoσGoiσσπrπntG’ylG”πtrγnuζlπotiμπsGσromGthπGoq”ToZGγnμGqorζπGqiπlμG
…πrspπζtivπUGJournalgofgPhysicalgChemistrygBSG2016SGXYWSGXWaZ]TXWa[c 3.4 14

Ji¯�˜–  ¯ poner
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127 xoGγnμG‘xVxxG“tuμyGoσGthπG‘uγtπrnγryGsut…GsomohπxγmπrGnomplπxGwithGm’ylSGlTsistiμinπG
wiχγnμSGγnμGxχUGJournalgofgChemicalgTheorygandgComputationSG2017SGXZSG]a]cT]abW 6.4 13

126 lTGtoGmToylG”rγnsitionGinGlxmp’GqorζπGqiπlμsGγnμGttsGnouplinχGtoG“uχγrG…uζkπrUGJournalgofgChemicalg
TheorygandgComputationSG2018SGX[SGZXdTZYc 6.4 13

125 yonπnzymγtiζGzliχomπrizγtionGoσGZNS]NTnyζliζGnx…GtnμuζπμGεyG…rotonGγnμG– GtrrγμiγtionGsintsGγtGγG
yonσγstiμiousGzriχinGoσG’ylUGChemBioChemSG2017SGXcSGX]Z]TX][Z 3.8 12

124 “olvπntGπσσπζtsGonGthπGphotoζhπmistryGoσG[TγminoimiμγzolπT]TζγrεonitrilπSGγGprπεiotiζγllyGplγusiεlπG
prπζursorGoσGpurinπsUGPhysicalgChemistrygChemicalgPhysicsSG2014SGXaSGXbaXbTYa 3.6 12

123 ”hπorπtiζγlGstuμiπsGoσGthπGmπζhγnismGoσGYTγminooxγzolπGσormγtionGunμπrGprπεiotiζγllyGplγusiεlπG
ζonμitionsUGPhysicalgChemistrygChemicalgPhysicsSG2013SGX]SGbcXYTc 3.6 12

122 ”hπorπtiζγlGstuμiπsGonGthπGintπrmolπζulγrGintπrγζtionsGoσGpotπntiγllyGprimorμiγlGεγsπTpγirG
γnγloχuπsUGChemistrygtgAgEuropeangJournalSG2010SGXaSGZW]bTa] 4.8 12

121
”hπorπtiζγlGstuμyGoσGthπGsζγlγrGζouplinχGζonstγntsGγζrossGthπGnonζovγlπntGζontγζtsGinG’ylGεγsπG
pγirseGthπGζisTGγnμGtrγnsTwγtsonTζriζkVsuχγrGπμχπGεγsπGpγirGσγmilyUGJournalgofgPhysicalgChemistrygBSG
2007SGXXXSGXWcXZTY[

3.4 12

120 xπζhγnismGoσGpolypurinπGtrγζtGprimπrGχπnπrγtionGεyGst TXGrπvπrsπGtrγnsζriptγsπUGJournalgofg
BiologicalgChemistrySG2018SGYdZSGXdXTYWY 5.4 12

119 “hortGεutGWπγkeG”hπGØToylGwonπT…γirjjjˇ�GnonunμrumGnhγllπnχπsG“tγnμγrμGnγrεonG γnGμπrGWγγlsG
’γμiiUGAngewandtegChemiegtgInternationalgEditionSG2020SG]dSGXa]]ZTXa]aW 16.4 11

118 …hotorπlγxγtionGoσGimiμγzolπGγnμGγμπninπGviγGπlπζtronTμrivπnGprotonGtrγnsσπrGγlonχGszGwirπsUG
FaradaygDiscussionsSG2016SGXd]SGYZbTY]X 3.6 11

117 znGthπG–sπGoσGxolπζulγrGoynγmiζsG“imulγtionsGσorG…roεinχGlllostπryGthrouχhGoylUGBiophysicalg
JournalSG2016SGXXWSGcb[Ta 2.9 11

116 yπwGπvolutionγryGinsiχhtsGintoGthπGnonTπnzymγtiζGoriχinGoσG’ylGoliχomπrsUGWileygInterdisciplinaryg
ReviewsgRNASG2017SGcSGπX[WW 9.3 11

115 nonσormγtionγlGtrγnsitionsGoσGσlγnkinχGpurinπsGinGst TXG’ylGμimπrizγtionGinitiγtionGsitπGkissinχG
ζomplπxπsGstuμiπμGεyGnsl’xxGπxpliζitGsolvπntGmolπζulγrGμynγmiζsUGBiopolymersSG2008SGcdSGbZYT[a 2.2 11

114
”hπorπtiζγlGxoμπlGoσGthπGnT…ropylεπnzπnπGqormγtionGinGthπGmπnzπnπGtsopropylγtionGovπrGØπolitπsUG
lnGlntiTxγrkovnikovT”ypπG…rotonGlμμitionG…romotπμGεyGthπG“tπriζGpσσπζtGoσGxqtGγnμGxpwGØπolitπG
nhγnnπlsUGJournalgofgPhysicalgChemistrygBSG1998SGXWYSGbXadTbXb]

3.4 11

113 oustGxotionsGinGxγχnπtizπμG”urεulπnζπeG“ourζπGoσGnhπmiζγlGnomplπxityUGAstrophysicalgJournalg
LettersSG2018SGcaaSGwYZ 7.9 11

112 ’uvnGusπsGμynγmiζGproεinχGoσGthπGsolliμγyGjunζtionGtoGγζhiπvπGsπquπnζπGspπζiσiζityGγnμGπσσiζiπntG
rπsolutionUGNaturegCommunicationsSG2019SGXWSG[XWY 17.4 10

111 ’πmovγlGoσGlsOtttPGσromGmioloχiζγlGqluiμseGxonoTGvπrsusGoithioliζGwiχγnμsUGChemicalgResearchging
ToxicologySG2020SGZZSGdabTdb[ 4 10

110 nommπntGonGInomputγtionγlGmoμπlGσorGprπμiζtinχGπxpπrimπntγlG’ylGγnμGoylGnπγrπstTnπiχhεorG
σrππGπnπrχyGrγnkinχsIUGJournalgofgPhysicalgChemistrygBSG2012SGXXaSGcZZXTYfGγuthorGrπplyGcZZZT[ 3.4 10

(2012-2017)
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109 yonTpnzymγtiζGzliχomπrizγtionGoσGZNSG]NGnyζliζGlx…UGPLoSgONESG2016SGXXSGπWXa]bYZ 3.7 10

108 mγsπG“tγζkinχGγnμGmγsπG…γirinχG2006SGZ[ZTZcc 10

107 woζγlTtoTχloεγlGsiχnγlGtrγnsμuζtionGγtGthπGζorπGoσGγGxnGsπnsinχGriεoswitζhUGNaturegCommunicationsSG
2019SGXWSG[ZW[ 17.4 9

106
nompositπG]TmπthylγtionsGoσGζytosinπsGmoμulγtπGiTmotiσGstγεilityGinGγGsπquπnζπTspπζiσiζGmγnnπreG
tmpliζγtionsGσorGoylGnγnotπζhnoloχyGγnμGπpiχπnπtiζGrπχulγtionGoσGplγntGtπlomπriζGoylUGBiochimicag
EtgBiophysicagActagtgGeneralgSubjectsSG2020SGXca[SGXYda]X

4 9

105 nhπmomimπsisGγnμGxolπζulγrGoγrwinismGinGlζtioneGqromGlεiotiζGrπnπrγtionGoσGyuζlπoεγsπsGtoG
yuζlπosiμπsGγnμG’ylUGLifeSG2018SGcSG 3 9

104
nommπntGonGIpvγluγtinχG–nπxpπζtπμlyG“hortGyonTζovγlπntGoistγnζπsGinGXTrγyGnrystγlG“truζturπsGoσG
…rotπinsGwithGplπζtroniζG“truζturπGlnγlysisIUGJournalgofgChemicalgInformationgandgModelingSG2019SG
]dSGZaW]TZaWc

6.1 9

103 …rπεiotiζGsynthπsisGγtGimpγζtGζrγtπrseGthπGrolπGoσGqπTζlγysGγnμGironGmπtπoritπsUGChemicalg
CommunicationsSG2019SG]]SGXW]aZTXW]aa 5.8 9

102 tntπrγζtionGεπtwππnGlsOtttPGγnμG“implπG”hioγζiμsGinGWγtπreGlnGpxpπrimπntγlGγnμGγεGtnitioGxolπζulγrG
oynγmiζsGtnvπstiχγtionUGJournalgofgPhysicalgChemistrygBSG2019SGXYZSGaWdWTaWdc 3.4 9

101 ’olπGoσG“TturnYGinGthπGstruζturπSGμynγmiζsSGγnμGσunζtionGoσGmitoζhonμriγlGriεosomγlGlTsitπUGlG
εioinσormγtiζsGγnμGmolπζulγrGμynγmiζsGsimulγtionGstuμyUGJournalgofgPhysicalgChemistrygBSG2014SGXXcSGaacbTbWX3.4 9

100 znGthπGrπomπtryGγnμGplπζtroniζG“truζturπGoσGthπGlsToylGmγζkεonπUGJournalgofgPhysicalgChemistryg
LettersSG2011SGYSGZcdTZdY 6.4 9

99 “olutionGstruζturπGoσGthπGμoμπζγmπrGμTOnl”rrrnnTnl”rPYGisGmToylUGpxpπrimπntγlGγnμGmolπζulγrG
μynγmiζsGstuμyUGJournalgofgBiomoleculargStructuregandgDynamicsSG2001SGXdSGX]dTb[ 3.6 9

98 lromγtiζGmγsπG“tγζkinχGinGoyleGqromGγεGinitioGnγlζulγtionsGtoGxolπζulγrGoynγmiζsG“imulγtionsUG
JournalgofgBiomoleculargStructuregandgDynamicsSG2000SGXbG“upplGXSGXTY[ 3.6 9

97 ––nrG’ylG”πtrγloopGγsGγGqormiμγεlπGqorζπTqiπlμGnhγllπnχπGσorGxoG“imulγtionsUGJournalgofg
ChemicalgTheorygandgComputationSG2020SGXaSGbaWXTbaXb 6.4 9

96 “tπrπoζontrollπμG“ynthπsisGoσGOTPTmγζtoεolinGlUGJournalgofgthegAmericangChemicalgSocietySG2020SGX[YSGbZWaTbZXX16.4 9

95 …hotostγεilityGoσGoxγzolinπG’ylTprπζursorsGinG– TriζhGprπεiotiζGπnvironmπntsUGChemicalg
CommunicationsSG2018SG][SGXZ[WbTXZ[XW 5.8 9

94 “truζturπGoσG“’“qXG’’xXGεounμGtoG’ylGrπvπγlsGγnGunπxpπζtπμGεimoμγlGmoμπGoσGintπrγζtionGγnμG
πxplγinsGitsGinvolvπmπntGinG“xyXGπxonbGspliζinχUGNaturegCommunicationsSG2021SGXYSG[Yc 17.4 9

93 …hotoμynγmiζsGoσGγltπrnγtivπGoylGεγsπGisoχuγninπUGPhysicalgChemistrygChemicalgPhysicsSG2019SGYXSGXZ[b[TXZ[c]3.6 8

92 nonσormγtionγlGμynγmiζsGoσGεγζtπriγlGγnμGhumγnGζytoplγsmiζGmoμπlsGoσGthπGriεosomγlGlTsitπUG
BiochimieSG2015SGXXYSGdaTXXW 4.6 8
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91 nhπmiζγlGσπγsiεilityGoσGthπGχπnπrγlGγζiμVεγsπGmπζhγnismGoσGχlm“GriεozymπGsπlσTζlπγvγχπUG
BiopolymersSG2015SGXWZSG]]WTaY 2.2 8

90 siχhlyGγζζurγtπGπquiliεriumGstruζturπGoσGthπGnYhGsymmπtriζGyXTtoTzYGhyμroχπnTεonμπμG
urγζilTμimπrUGInternationalgJournalgofgQuantumgChemistrySG2018SGXXcSGπY]aY[ 2.1 8

89
xolπζulγrGmπζhγnismGoσGμiγminomγlπonitrilπGtoGμiγminoσumγronitrilπGphotoisomπrizγtioneGγnG
intπrmπμiγtπGstπpGinGthπGprπεiotiζGσormγtionGoσGpurinπGnuζlπoεγsπsUGChemistrygtgAgEuropeangJournalSG
2014SGYWSGY]X]TYX

4.8 8

88 ”πtrγloopTlikπGχπomπtriπsGζoulμGσormGthπGεγsisGoσGthπGζγtγlytiζGγζtivityGoσGthπGmostGγnζiπntG
riεooliχonuζlπotiμπsUGChemistrygtgAgEuropeangJournalSG2015SGYXSGZ]daTaW[ 4.8 8

87 ”hπorπtiζγlGmoμπlinχGonGthπGkinπtiζsGoσGthπGγrsπnγtπTπstπrGhyμrolysiseGimpliζγtionsGtoGthπGstγεilityG
oσGlsToylUGPhysicalgChemistrygChemicalgPhysicsSG2011SGXZSGXWcadTbX 3.6 8

86 xπζhγnismGoσGγζtionGoσGγntiζγnζπrGtitγnoζπnπGμπrivγtivπseGγnGinsiχhtGσromGquγntumGζhπmiζγlG
ζγlζulγtionsUGJournalgofgPhysicalgChemistrygBSG2006SGXXWSGXdaZYTa 3.4 8

85
“truζturπSGπnπrχπtiζsSGviεrγtionγlGσrπquπnζiπsGγnμGζhγrχπGtrγnsσπrGoσGεγsπGpγirsSGnuζlπosiμπGpγirsSG
nuζlπotiμπGpγirsGγnμGmToylGpγirsGoσGtrinuζlπotiμπseGγεGinitioGsqVxtytTXGγnμGπmpiriζγlGσorζπGσiπlμG
stuμyUGJournalgofgBiomoleculargStructuregandgDynamicsSG2000SGXbSGXWbbTca

3.6 8

84
xolπζulγrGεγsisGσorGthπGinζrπγsπμGγσσinityGoσGγnG’ylGrπζoχnitionGmotiσGwithGrπTπnχinππrπμG
spπζiσiζityeGlGmolπζulγrGμynγmiζsGγnμGπnhγnζπμGsγmplinχGsimulγtionsGstuμyUGPLoSgComputationalg
BiologySG2018SGX[SGπXWWaa[Y

5 8

83 “olvγtionGπσσπζtsGγltπrGthπGphotoζhπmistryGoσGYTthioζytosinπUGChemicalgPhysicsSG2018SG]X]SG]WYT]Wc 2.3 8

82 tntπrγζtionsGεπtwππnGζyζliζGnuζlπotiμπsGγnμGζommonGζγtionseGγnGγεGinitioGmolπζulγrGμynγmiζsG
stuμyUGPhysicalgChemistrygChemicalgPhysicsSG2019SGYXSGcXYXTcXZY 3.6 7

81 plπζtriζTqiπlμTtnμuζπμGpσσπζtsGonGthπGoipolπGxomπntGγnμG iεrγtionγlGxoμπsGoσGthπG
nπntrosymmπtriζGtnμiχoGxolπζulπUGJournalgofgPhysicalgChemistrygASG2020SGXY[SGXWc]aTXWcad 2.8 7

80 nompπnsγtoryGxπζhγnismsGinG”πmpπrγturπGoπpπnμπnζπGoσGoylGoouεlπGsπliζγlG“truζturπeGmπnμinχG
γnμGplonχγtionUGJournalgofgChemicalgTheorygandgComputationSG2020SGXaSGYc]bTYcaZ 6.4 7

79 “tγεilityGoσG”woT‘uγrtπtGrT‘uγμruplπxπsGγnμG”hπirGoimπrsGinGltomistiζG“imulγtionsUGJournalgofg
ChemicalgTheorygandgComputationSG2020SGXaSGZ[[bTZ[aZ 6.4 7

78 ’πwγrminχGthπG…rimorμiγlG“oupeG’πvisitγtionsGγnμG’πμisζovπriπsGinG…rπεiotiζGnhπmistryUG
ChemBioChemSG2018SGXdSGYYTY] 3.8 7

77 ’oomGtπmpπrγturπGspontγnπousGζonvπrsionGoσGzn“GtoGnzYGonGthπGγnγtγsπG”izYGsurσγζπUGChemicalg
CommunicationsSG2014SG]WSGbbXYT] 5.8 7

76 pσσπζtGoσGloζγlGsuχγrGγnμGεγsπGχπomπtryGonGXZnGγnμGX]yGmγχnπtiζGshiπlμinχGγnisotropyGinGoylG
nuζlπosiμπsUGJournalgofgBiomoleculargNMRSG2008SG[YSGYWdTYZ 3 7

75 znπT…otGsyμroχπnGnyγniμπTmγsπμG…rπεiotiζG“ynthπsisGoσGnγnoniζγlGyuζlπoεγsπsGγnμGrlyζinπG
tnitiγtπμGεyGsiχhT πloζityGtmpγζtsGonGpγrlyGpγrthUGAstrobiologySG2020SGYWSGX[baTX[cc 3.7 7

74 xolπζulγrGoynγmiζsG“tuμyGoσGxπthγnolTWγtπrGxixturπsGunμπrGpxtπrnγlGplπζtriζGqiπlμsUGMoleculesSG
2020SGY]SG 4.8 7

(2020-2015)
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73 qourGWγysGtoGzliχonuζlπotiμπsGWithoutG…hosphoimiμγzoliμπsUGJournalgofgMoleculargEvolutionSG2016SG
cYSG]TXW 3.1 7

72 xπζhγnismusGμπrGmπtγllvπrmittπltπnGoπsγminiπrunχGvonGnytosinGâ��GpxpπrimπntGunμG
oq”T’πζhnunχπnUGAngewandtegChemieSG2004SGXXaSG]]WbT]]XX 3.6 6

71 pnhγnζπμGζonμuζtivityGoσGwγtπrGγtGthπGπlπζtriσiπμGγirTwγtπrGintπrσγζπeGγGoq”TxoGζhγrγζtπrizγtionUG
PhysicalgChemistrygChemicalgPhysicsSG2020SGYYSGXW[ZcTXW[[a 3.6 6

70 WT’p“…eGWπllT’πstrγinπμGplπζtrostγtiζG…otπntiγlToπrivπμGnhγrχπsUG’πvisitinχGthπGnhγrχπGoπrivγtionG
xoμπlUGJournalgofgChemicalgTheorygandgComputationSG2021SGXbSGZ[d]TZ]Wd 6.4 6

69 nomεininχGyx’G“pπζtrosζopyGγnμGxolπζulγrGoynγmiζG“imulγtionsGtoG“olvπGγnμGlnγlyzπGthπG
“truζturπGoσG…rotπinT’ylGnomplπxπsUGMethodsgingEnzymologySG2019SGaX[SGZdZT[YY 1.7 6

68 qormiζGlζiμSGγG–εiquitousGεutGzvπrlookπμGnomponπntGoσGthπGpγrlyGpγrthGltmosphπrπUGChemistrygtgAg
EuropeangJournalSG2020SGYaSGXYWb]TXYWcW 4.8 6

67 …hosphorothioγtπG“uεstitutionsGinG’ylG“truζturπG“tuμiπμGεyGxolπζulγrGoynγmiζsG“imulγtionsSG
‘xVxxGnγlζulγtionsSGγnμGyx’GpxpπrimπntsUGJournalgofgPhysicalgChemistrygBSG2021SGXY]SGcY]Tc[W 3.4 6

66 ØToylGγsGγG”ouζhstonπGσorGlμμitivπGpmpiriζγlGqorζπGqiπlμsGγnμGγG’πσinπmπntGoσGthπGllphγVrγmmγG
oylG”orsionsGσorGlxmp’UGJournalgofgChemicalgTheorygandgComputationSG2021SGXbSGaYdYTaZWX 6.4 6

65 r’ylGnTwoopseGxπζhγniζγlG…ropπrtiπsGoσGγG’πζurrπntG“truζturγlGxotiσUGJournalgofgChemicalgTheoryg
andgComputationSG2017SGXZSGZZ]dTZZbX 6.4 5

64 ’πvisitinχGthπG…otπntiγlGpnπrχyG“urσγζπGoσGthπG“tγζkπμGnytosinπGoimπreGqyzTnn“oO”PGtntπrγζtionG
pnπrχiπsSG“l…”GoπζompositionsSGγnμGmπnζhmγrkinχUGJournalgofgPhysicalgChemistrygASG2019SGXYZSGdYWdTdYYY2.8 5

63 lrsπniζTnuζlπotiμπsGintπrγζtionseGγnGπxpπrimπntγlGγnμGζomputγtionγlGinvπstiχγtionUGDaltong
TransactionsSG2020SG[dSGaZWYTaZXX 4.3 5

62 lromγtiζGoylGmγsπG“tγζkinχGγnμGsTmonμinχUGComputationalgChemistrygtgReviewsgofgCurrentgTrendsSG
2000SGXbXTYXW 5

61
siχhTpnπrχyG…rotonTmπγmTtnμuζπμG…olymπrizγtionVzxyχπnγtionGoσGsyμroxynγphthγlπnπsGonG
xπtπoritπsGγnμGyitroχπnG”rγnsσπrGσromG–rπγeGxoμπlinχGtnsoluεlπGzrχγniζGxγttπrjUGChemistrygtgAg
EuropeangJournalSG2020SGYaSGX[dXdTX[dYc

4.8 5

60 lεGtnitioGxolπζulγrGoynγmiζsG“tuμiπsGoσGthπGplπζtriζTqiπlμTtnμuζπμGnγtγlytiζGpσσπζtsGonGwiquiμsUG
TopicsgingCatalysisSX 2.3 5

59 ”hπGεπχinninχGγnμGthπGπnμeGσlγnkinχGnuζlπotiμπsGinμuζπGγGpγrγllπlGrTquγμruplπxGtopoloχyUGNucleicg
AcidsgResearchSG2021SG[dSGd][cTd]]d 20.1 5

58 xγppinχGthπGnhπmiζγlG“pγζπGoσGthπG’ylGnlπγvγχπGγnμGttsGtmpliζγtionsGσorG’iεozymπGnγtγlysisUG
JournalgofgPhysicalgChemistrygBSG2017SGXYXSGXWcYcTXWc[W 3.4 4

57 sowGμoπsGhyμroxylGintroμuζtionGinσluπnζπGthπGμouεlπGhπliζγlGstruζturπeGthπGstγεilizγtionGoσGγnG
γltritolGnuζlπiζGγζiμeriεonuζlπiζGγζiμGμuplπxUGNucleicgAcidsgResearchSG2012SG[WSGb]bZTcZ 20.1 4

56 xπtπoritπTlssistπμG…hosphorylγtionGoσGlμπnosinπG–nμπrG…rotonGtrrγμiγtionGnonμitionsUG
ChemSystemsChemSG2020SGYSGπXdWWWZd 3.1 4
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55 – TinμuζπμGhyμroχπnGtrγnsσπrGinGoylGεγsπGpγirsGpromotπμGεyGμγrkGnˇ�QGstγtπsUGChemicalg
CommunicationsSG2019SG]aSGYWXTYW[ 5.8 4

54 YSaTμiγminopurinπGpromotπsGrπpγirGoσGoylGlπsionsGunμπrGprπεiotiζGζonμitionsUGNatureg
CommunicationsSG2021SGXYSGZWXc 17.4 4

53 rT‘uγμruplπxGqormγtionGεyGoylG“πquπnζπsGoπσiζiπntGinGruγninπseG”woG”πtrγμG…γrγllπlG
‘uγμruplπxπsGooGyotGqolμGtntrγmolπζulγrlyUGChemistrygtgAgEuropeangJournalSG2021SGYbSGXYXX]TXYXY] 4.8 4

52 tnsiχhtsGintoGrT‘uγμruplπxTsπminGoynγmiζsG–sinχGltomistiζG“imulγtionseGtmpliζγtionsGσorG
’πγζtivityGγnμGqolμinχUGJournalgofgChemicalgTheorygandgComputationSG2021SGXbSGXccZTXcdd 6.4 4

51 xoGsimulγtionsGrπvπγlGthπGεγsisGσorGμynγmiζGγssπmεlyGoσGsσqT’ylGζomplπxπsUGJournalgofgBiologicalg
ChemistrySG2021SGYdaSGXWWa]a 5.4 4

50
”owγrμGnonvπrχπnζπGinGqolμinχG“imulγtionsGoσG’ylG”πtrγloopseGnompγrisonGoσGpnhγnζπμG“γmplinχG
”πζhniquπsGγnμGpσσπζtsGoσGqorζπGqiπlμGxoμiσiζγtionsUUGJournalgofgChemicalgTheorygandgComputationSG
2022SG

6.4 4

49 “truζturγlGγnμGpnπrχπtiζGnompγtiεilityeG”hπGorivinχG…rinζiplπsGoσGxolπζulγrGpvolutionUGAstrobiologySG
2019SGXdSGXXXbTXXYY 3.7 3

48 WoεεlπGpγirsGoσGthπGso GriεozymπGplγyGspπζiσiζGrolπsGinGstγεilizγtionGoσGγζtivπGsitπGμynγmiζsUG
PhysicalgChemistrygChemicalgPhysicsSG2015SGXbSG]ccbTdWW 3.6 3

47 “urprisinχlyGεroγμGγppliζγεilityGoσGthπGζζTp nØTqXYGεγsisGsπtGσorGχrounμGγnμGπxζitπμGstγtπsUGJournalg
ofgChemicalgPhysicsSG2020SGX]YSGYX[XW[ 3.9 3

46 x…YGγnμGnn“oO”PGζγlζulγtionsGonGsjεonμπμGγnμGstγζkπμGσormγmiμπâ�ƒσormγmiμπGγnμG
σormγmiμinπâ�ƒσormγmiμinπGμimπrsUGComputationalgandgTheoreticalgChemistrySG1996SGZccSGXX]TXYW 3
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30 xπtγlGtntπrγζtionsGwithGyuζlπoεγsπsSGmγsπG…γirsSGγnμGzliχomπrG“πquπnζπsfGnomputγtionγlG
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22
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7.9 1
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