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hσmiαπipαtσGsαltGwithGαπipiεGαεiπGOYdXdXPGαnπGsαlγutαmolGhσmisuεεinαtσGsαltUG2011SGXWWSGZY_bTZYbZ 31

519 †oωtσningGαnπGrαrπσningGoωGwαεroTGαnπGxαnoT†izσπGyrgαniεGmoεrystαlsGinGαG†inglσTmrystαlG
‘rαnsωormαtionUG2011SGXYZSGbbWXTbbW] 19

518 smprovσπG†tαγilityGαnπG†mαrtTwαtσriαlGpunεtionαlityG}σαlizσπGinGαnGonσrgσtiεGmoεrystαlUG2011SGXYZSGcXYYTcXY] 56

517 †oωtσningGαnπGhαrπσningGoωGmαεroTGαnπGnαnoTsizσπGorgαniεGεoεrystαlsGinGαGsinglσTεrystαlG
trαnsωormαtionUG2011SG]WSGb_[YT_ 85

516 smprovσπGstαγilityGαnπGsmαrtTmαtσriαlGωunεtionαlityGrσαlizσπGinGαnGσnσrgσtiεGεoεrystαlUG2011SG]WSGbc_WTZ 419

515 kGtαlσGoωGtwoGpolymorphiεGphαrmαεσutiεαlsdGpyrithylπionσGαnπGpropyphσnαzonσGαnπGthσirGXcZaG
εoTεrystαlGpαtσntUG2011SGXaSGXZ[[]T_W 19

514 pormulαtionGπσvσlopmσntGoωGmαrγαmαzσpinσâ��xiεotinαmiπσGεoTεrystαlsGεomplσxσπGwithG
˛‡TεyεloπσxtrinGusingGsupσrεritiεαlGωluiπGproεσssUG2011SG]]SGXWaWTXWab 31

513 zotσntiαlGoωGorπσrσπGmσsoporousGsiliεαGωorGorαlGπσlivσryGoωGpoorlyGsoluγlσGπrugsUG2011SGYSGXWacTcX 25

512 moεrystαlGsystσmsGoωGphαrmαεσutiεαlGintσrσstdGYWWcUG2011SGZ_SGZ_XTbX 9

511 mαrγαmαzσpinσTπiεαrγoxyliεGkεiπGmoεrystαlGpormαtionGsnπuεσπGγyGwultiεomponσntGmogrinπingGαnπG
oxεhαngσG}σαεtionGoωGniεαrγoxyliεGkεiπsUG2012SG[cSGXb[TXcW 5

510 †oliπT†tαtσG‘σεhniquσsGωorGsmprovingG†oluγilityUG2012SGc]TXZX 2

(2012-2011)
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509 moTmrystαlsGαnπGmoTmrystαlGryπrαtσsGoωGthσGkntiγiotiεGxitroωurαntoindG†truεturαlG†tuπiσsGαnπG
zhysiεoεhσmiεαlGzropσrtiσsUG2012SGXYSG]cY]T]cZb 62

508 smprovingGsoluγilityGαnπGphαrmαεokinσtiεsGoωGmσloxiεαmGviαGmultiplσTεomponσntGεrystαlGωormαtionUG
2012SGcSGYWc[TXWY 89

507 moεrystαlG†ystσmsGoωGzhαrmαεσutiεαlGsntσrσstdGYWXXUG2012SGXYSG]bYZT]bZY 71

506 moεrystαlG†ystσmsGoωGzhαrmαεσutiεαlGsntσrσstdGYWXWUG2012SGXYSGXW[_TXW][ 81

505 kGnσwGεoεrystαlGαnπGsαltsGoωGitrαεonαzolσdGεompαrisonGoωGsoliπTstαtσGpropσrtiσsSGstαγilityGαnπG
πissolutionGγσhαviorUG2012SG[Z_SG[WZTc 67

504 ostαγlishmσntGoωGεoεrystαlGεoεktαilGgrinπingGmσthoπGωorGrαtionαlGsεrσσningGoωGphαrmαεσutiεαlG
εoεrystαlsUG2012SG[ZaSGX_YTaX 48

503 zhσnαzopyriπinσGmoεrystαlGαnπG†αltsG‘hαtGoxhiγitGonhαnεσπG†oluγilityGαnπG†tαγilityUG2012SGXYSGZX[[TZX]Y 65

502 snnovαtivσGmhirαlG}σsolutionG’singGonαntiospσεiωiεGmoTmrystαllizαtionGinG†olutionUG2012SGXYSGZZa[TZZab 72

501 onhαnεingGthσGrygrosεopiεG†tαγilityGoω†TyxirαεσtαmGviαGzhαrmαεσutiεαlGmoεrystαlsUG2012SGXYSG[]_YT[]__ 70

500 kGεoεrystαlGisGthσGkσyGintσrmσπiαtσsGωorGthσGproπuεtionGoωGαGnσwGpolymorphGoωG“orinostαtUG2012SGX[SGZ_YTZ_] 8

499 zolymorphiεGmrystαlsGpormσπGγyGαnGkεhirαlGniolGunπσrGkmγiσntGmonπitionsUG2012SGXYSG]a[_T]a]_ 6

498 moTεrystαlsGoωGtσtrαkisTXSYSZS[TO[iTεαrγoxyphσnylPεyεloγutαnσGwithGπipyriπylGspαεσrsdGπσsignGαnπG
sσrσnπipityUG2012SGX[SG_XcW 5

497 pαstGπissolvingGσutσεtiεGεompositionsGoωGtwoGαntiTtuγσrεulαrGπrugsUG2012SGX[SGY]ac 92

496 zolymorphismGinGthσGsoniεGmoTmrystαlGYrlz´•XxαlzUG2012SG_ZbSGX_XaTX_Xa

495 mrystαlGσnginσσringGoωGmultiplσTεomponσntGorgαniεGsoliπsdGzhαrmαεσutiεαlGεoεrystαlsGoωGtαπαlαωilG
withGpσrsistσntGhyπrogσnGγonπingGmotiωsUG2012SGX[SGYZaaTYZbW 30

494 smprovingGthσG†oluγilityGoωG_TwσrεαptopurinσGviαGmoεrystαlsGαnπG†αltsUG2012SGXYSG_WW[T_WXX 39

493 kπvαnεσsGinGzhαrmαεσutiεαlGmoTεrystαlG†εrσσningdGoωωσεtivσGmoTεrystαlG†εrσσningGthroughG†truεturαlG
}σsσmγlαnεσUG2012SGXYSG[a]T[b[ 63

492 moTεrystαllisαtionGoωGγσnzoiεGαεiπGwithGsoπiumGγσnzoαtσdGthσGsigniωiεαnεσGoωGstoiεhiomσtryUG2012SGX[SGZc[] 13
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491 kεiπâ��γαsσGεrystαllinσGεomplσxσsGαnπGthσGpuαGrulσUG2012SGX[SG_Z_Y 341

490 mrystαlGonginσσringGoωGssostruεturαlG{uαtσrnαryGwultiεomponσntGmrystαlGpormsGoωGylαnzαpinσUG2012
SGXYSG[Xc[T[YWX 52

489 nrugGsoluγilitydGimportαnεσGαnπGσnhαnεσmσntGtσεhniquσsUG2012SGYWXYSGXc]aYa 645

488 xσwGzolymorphsGoωGpluεonαzolσdG}σsultsGωromGmoεrystαllizαtionGoxpσrimσntsUG2012SGXYSGY[WTY]Y 44

487 moεrystαlsdG†ynthσsisSG†truεturσSGαnπGkppliεαtionsUG2012SG 5

486 †ynthonGprσωσrσnεσsGinGεoεrystαlsGoωGεisTεαrγoxαmiπσsdεαrγoxyliεGαεiπsUG2012SGX[SGY]]Y 31

485 snvσstigαtionGoωGmαrγohyπrαtσsGαnπG‘hσirGnσrivαtivσsGαsGmrystαllizαtionGwoπiωiσrsUG2012SG 2

484 ‘hσGsmpαεtGoωG†oluγilityGαnπGnissolutionGkssσssmσntGonGpormulαtionG†trαtσgyGαnπGsmpliεαtionsGωorG
yrαlGnrugGnispositionUG2012SGX 3

483 moTεrystαlsGoωGthσGαntirσtrovirαlGnσvirαpinσdGεrystαlGstruεturσsSGthσrmαlGαnαlysisGαnπGπissolutionG
γσhαviourUG2012SGX[SGY][XTY]]X 41

482 smportαnεσGoωG†olvσntG†σlσεtionGωorG†toiεhiomσtriεαllyGnivσrsσGmoεrystαlG†ystσmsdGmαωωσinσVwαlσiεG
kεiπGXdXGαnπGYdXGmoεrystαlsUG2012SGXYSGX]YWTX]ZW 61

481 snGsituGprσεipitαtionGoωGαmorphousGεαlεiumGphosphαtσGαnπGεiproωloxαεinGεrystαlsGπuringGthσG
ωormαtionGoωGεhitosαnGhyπrogσlsGαnπGitsGαppliεαtionGωorGπrugGπσlivσryGpurposσsUG2012SGYbSGX]cZaT[_ 33

480 zhotoεhromismGmontrolGoωG†αliεyliπσnσαnilinσGnσrivαtivσsGγyGkεiπâ��lαsσGmoTmrystαllizαtionUG2012SGXYSG[aacT[ab_ 51

479 zhαrmαεσutiεαlGεoεrystαlsdGαGnovσlGαpproαεhGωorGorαlGγioαvαilαγilityGσnhαnεσmσntGoωGπrugsUG2012SG
YcSGXbZTYXb 32

478 [TmαrγoxypipσriπiniumGXTεαrγoxyεyεloγutαnσTXTεαrγoxylαtσUG2012SG_bSGobbTcX 1

477 zolymorphsSG†αltsSGαnπGmoεrystαlsdG”hαtâ��sGinGαGxαmσiUG2012SGXYSGYX[aTYX]Y 595

476 oxαminingGthσGroγustnσssGoωGαGthσophyllinσGεoεrystαlGπuringGgrinπingGwithGαππitivσsUG2012SGX[SG_X_Z 22

475
woπiωiεαtionGoωGthσG†uprαmolσεulαrGryπrogσnTlonπingGzαttσrnsGoωGkεσtαzolαmiπσGinGthσGzrσsσnεσG
oωGniωωσrσntGmoεrystαlGpormσrsdGZdXSGYdXSGXdXSGαnπGXdYGmoεrystαlsGωromG†εrσσningGwithGthσG†truεturαlG
ssomσrsGoωGryπroxyγσnzoiεGkεiπsSGkminoγσnzoiεGkεiπsSGryπroxyγσnzαmiπσsSGkminoγσnzαmiπσsSG
xiεotiniεGkεiπsSGxiεotinαmiπσsSGαnπGYSZTnihyπroxyγσnzoiεGkεiπsUG2012SGXYSGbXXTbY[

43

474 lriπgingGsoluγilityGγσtwσσnGπrugGπisεovσryGαnπGπσvσlopmσntUGDrug Discovery TodaySG2012SGXaSG[b_Tc] 8.8 284

(2012-2012)
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473 zowπσrG•TrαyGπiωωrαεtionGmσthoπGωorGthσGquαntiωiεαtionGoωGεoεrystαlsGinGthσGεrystαllizαtionGmixturσUG
2012SGZbSGcYZTc 35

472 xonlinσαrGoptiεαlGimαgingGωorGsσnsitivσGπσtσεtionGoωGεrystαlsGinGγulkGαmorphousGpowπσrsUG2012SGXWXSG[YWXTXZ 35

471 ’tilizingG†ulωoxiπσ´•´•´•soπinσGrαlogσnGlonπingGωorGmoεrystαllizαtionUG2012SGXYSGYc_cTYcaa 23

470 rowGgooπGαrσGthσGεrystαllisαtionGmσthoπsGωorGεoTεrystαlsiGkGεompαrαtivσGstuπyGoωGpiroxiεαmUG2012SG
Z_SGXc_c 68

469 wσεhαnoεhσmistrydGopportunitiσsGωorGnσwGαnπGεlσαnσrGsynthσsisUG2012SG[XSG[XZT[a 1832

468 moεrystαlGπissoεiαtionGαnπGmolσεulαrGπσmixingGinGthσGsoliπGstαtσUG2012SG[bSGbWa]Ta 30

467
romoTGorGrσtσrosynthoniGkGmrystαllogrαphiεG†tuπyGonGαG†σriσsGoωGxσwGmoεrystαlsGnσrivσπGωromG
zyrαzinσεαrγoxαmiπσGαnπG“αriousGmαrγoxyliεGkεiπsGoquippσπGwithGkππitionαlGryπrogσnGlonπingG
†itσsUG2012SGXYSGY]ZZTY][Y

49

466 †trαtσgiσsGωorGthσGknαlysisGoωGzhαrmαεσutiεαlGmoεrystαlsG’singGrzvmGwithGmhαrgσπGkσrosolG
nσtσεtionUG2012SGa]SGZYXTZYb 2

465 ‘hσrmαlGαnαlysisGαnπGp‘s}GspσεtrαlGεurvσTωittingGinvσstigαtionGoωGωormαtionGmσεhαnismGαnπGstαγilityG
oωGinπomσthαεinTsαεεhαrinGεoεrystαlsGviαGsoliπTstαtσGgrinπingGproεσssUG2012SG__SGX_YTc 61

464 vowTtσmpσrαturσGphαsσGtrαnsitionGinGglyεinσTglutαriεGαεiπGεoTεrystαlsGstuπiσπGγyGsinglσTεrystαlG•TrαyG
πiωωrαεtionSG}αmαnGspσεtrosεopyGαnπGπiωωσrσntiαlGsεαnningGεαlorimσtryUG2012SG_bSGYbaTc_ 22

463 xovσlGωurosσmiπσGεoεrystαlsGαnπGsσlσεtionGoωGhighGsoluγilityGπrugGωormsUG2012SGXWXSG__[TbW 116

462 soniεGliquiπsGinGπrugGπσlivσryUG2013SGXWSGXZ_aTbX 142

461 kGportαγlσGωiγσrToptiεG}αmαnGαnαlyzσrGωorGωαstGrσαlTtimσGsεrσσningGαnπGiπσntiωyingGεoεrystαlG
ωormαtionGoωGπrugTεoωormσrGviαGgrinπingGproεσssUG2013SGXXWSGX]TYW 26

460 promGmolσεulαrGεrystαlsGtoGsαltGεoTεrystαlsGoωGγαrγituriεGαεiπGviαGthσGεαrγonαtσGionGαnπGαnG
improvσmσntGoωGthσGsoliπGstαtσGpropσrtiσsUG2013SGX]SGa]cb 26

459 kpproαεhGoωGmoεrystαllizαtionGtoGsmprovσGthσG†oluγilityGαnπGzhotostαγilityGoωG‘rαnilαstUG2013SGXZSGZ][_TZ]]Z 75

458 xorωloxαεinGsαltsGwithGγσnzσnσπiεαrγoxyliεGαεiπsdGεhαrgσTαssistσπGhyπrogσnTγonπingGrσεognitionG
αnπGsoluγilityGrσgulαtionUG2013SGX]SG_WcW 31

457 mrystαlGstruεturσGαnπGσxplosivσGpσrωormαnεσGoωGαGnσwGmvTYWVεαprolαεtαmGεoεrystαlUG2013SGXW[bSGY_aTYaZ 83

456 zolymorphiεGmoTεrystαlsGωromGzolymorphiεGmoTεrystαlGpormσrsdGmompσtitionGγσtwσσnGmαrγoxyliεG
kεiπ´•´•´•zyriπinσGαnπGzhσnol´•´•´•zyriπinσGryπrogσnGlonπsUG2013SGXZSGZcZ]TZc]Y 70
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455 ‘σrnαryGαnπGquαtσrnαryGphαsσGπiαgrαmsdGkσyGtoolsGωorGεhirαlGrσsolutionGthroughGsolutionG
εoεrystαllizαtionUG2013SGX]SGac]X 20

454 knGinsightGintoGπαpsonσGεoTεrystαlsdGsulωonσsGαsGpαrtiεipαntsGinGsuprαmolσεulαrGintσrαεtionsUG2013SG
X]SGbXaZ 25

453 kπvαntαgσsGoωGmσεhαnoεhσmiεαlGεoεrystαllisαtionGinGthσGsoliπTstαtσGεhσmistryGoωGpigmσntsdG
εolourTtunσπGωluorσsεσinGεoεrystαlsUG2013SGX]SG_Ybc 59

452 ‘hσGmontinuumGinG]TpluoroεytosinσUG‘owαrπG†αltGpormαtionUG2013SGXZSG[ZX]T[ZYY 41

451 zolymorphismGoωGâ��glyεinσâ��glutαriεGαεiπâ��GεoTεrystαlsdGthσGsαmσGphαsσGαtGlowGtσmpσrαturσsGαnπGhighG
prσssurσsUG2013SGX]SGX_cZ 27

450 †trαtσgiσsGtoGαππrσssGlowGπrugGsoluγilityGinGπisεovσryGαnπGπσvσlopmσntUG2013SG_]SGZX]T[cc 992

449 ‘hσGπσlivσryGoωGtriαmtσrσnσGγyGεuεurγit a·urildGsynthσsisSGstruεturσsGαnπGphαrmαεokinσtiεsGstuπyUG
2013SGXWSG[_cbTaW] 31

448 ’singGnissolutionGαnπGzhαrmαεokinσtiεsG†tuπiσsGoωGmrystαlGpormGtoGyptimizσGthσGyriginαlG
slopσriπonσUG2013SGXZSG]Y_XT]Y__ 21

447 pormulαtionGαnπGphysiεoεhσmiεαlGεhαrαεtσrizαtionGoωGεhitosαnVαεyεlovirGεoTεrystαlsUG2013SGXbSGb]_T_] 11

446 oαsyGmσthoπsGtoGstuπyGthσGsmαrtGσnσrgσtiεG‘x‘VmvTYWGεoTεrystαlUG2013SGXcSG[cWcTXa 51

445 xαproxσnâ��niεotinαmiπσGεoεrystαlsGproπuεσπGγyGmyYGαntisolvσntUG2013SGbZSGabTb] 30

444 OwZv[GRGwYv[PdGαGuniquσGσxαmplσGoωGαGεoTεrystαlGεontαiningGwZv[GαnπGwYv[GmσtαlloεαgσsUG2013SG
X]SGXWZXX 5

443 moTεrystαllisαtionGthroughGhαlogσnGγonπingGwithGrαεσmiεGorGσnαntiopurσGsulωinαmiπσsUG2013SGX]SGa]aX 5

442 ‘hσGnσvilGisGinGthσGnσtαildGkG}αrσGrTlonπingGwotiωGinGxσwGpormsGoωGnoεσtαxσlUG2013SGXZSG[[WYT[[XW 12

441 †inglσT†tσpGmoTmrystαllizαtionGαnπGvipiπGnispσrsionGγyG†upσrεritiεαlGonhαnεσπGktomizαtionUG2013SG
XZSG[c[WT[c[a 26

440 †σlωTkssσmγlingGoωG—wittσrioniεG†quαrαmiπσsGthroughGolσεtrostαtiεαllyGmomprσssσπGpαεσTtoTpαεσG
ˇ�T†tαεkingdGkGxσwG†uprαmolσεulαrG†ynthonUG2013SGXZSG[YWWT[YWZ 15

439 ryπroεhloriπσGsαltGεoTεrystαlsdGprσpαrαtionSGεhαrαεtσrizαtionGαnπGphysiεoεhσmiεαlGstuπiσsUG2013SGXbSG[[ZT]Z 16

438 snωluσnεσGoωGmαtionG†izσGonGthσGmoTεrystαllisαtionGoωGlσnzoiεGkεiπGwithGniωωσrσntGlσnzoαtσsUG2013SG
_ZcSGZWbTZXX 3

(2013-2013)
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437 †uprαmolσεulαrGmomplσxσsGoωG†ulωαπiαzinσGαnπGzyriπinσsdG}σεonωigurαγlσGoxtσriorsGαnπG
mhαmσlσonTlikσGlσhαviorGoωG‘αutomσrsGαtGthσGmoTmrystαlâ��†αltGlounπαryUG2013SGXZSGZcZT[WZ 35

436 wultiplσGmrystαlGpormsGoωGpTkminosαliεyliεGkεiπdG†αltsSG†αltGmoTmrystαlGryπrαtσSGmoTmrystαlsSGαnπG
moTmrystαlGzolymorphsUG2013SGXZSGZ_WTZ__ 38

435 oωωiεiσntGzuriωiεαtionGoωGαnGkεtivσGzhαrmαεσutiεαlGsngrσπiσntGviαGmoεrystαllizαtiondGpromG
‘hσrmoπynαmiεsGtoG†εαlσT’pUG2013SGXaSG]W]T]XX 22

434 zhαrmαεσutiεαlGεoεrystαlsdGthσGεomingGwαvσGoωGnσwGπrugGsuγstαnεσsUG2013SGXWYSGZXXTa 97

433 pivσGonσrgσtiεGmoεrystαlsGoωGl‘pGγyGsntσrmolσεulαrGryπrogσnGlonπGαnπGˇ�T†tαεkingGsntσrαεtionsUG
2013SGXZSG_acT_ba 135

432 †tuπyGonGαGnovσlGσnσrgσtiεGεoεrystαlGoωG‘x‘V‘xlUG2013SG[bSGXZ]XTXZ]a 55

431 ’nπσrstαnπingGthσGoωωσεtsGoωGsoniεityGinG†αltsSG†olvαtσsSGmoTmrystαlsSGsoniεGmoTmrystαlsSGαnπGsoniεG
viquiπsSG}αthσrGthαnGxomσnεlαturσSGssGmritiεαlGtoG’nπσrstαnπingG‘hσirGlσhαviorUG2013SGXZSGc_]Tca] 92

430 yrgαnizσπGpolysαεεhαriπσGωiγσrsGαsGstαγlσGπrugGεαrriσrsUG2013SGc[SGYWcTX] 13

429 †truεturαlGvαnπsεαpσGoωGzurσGonroωloxαεinGαnπGstsGxovσlG†αltsdGonhαnεσπG†oluγilityGωorGlσttσrG
zhαrmαεσutiεαlGkppliεαγilityUG2013SGXZSGX_Y_TX_Za 28

428 nσvσlopmσntGαnπGmhαrαεtσrizαtionGoωGαGmoεrystαlGαsGαG“iαγlσG†oliπGpormGωorGαnGkεtivσG
zhαrmαεσutiεαlGsngrσπiσntUG2013SGXaSG][WT][b 10

427 †olutionGmσπiαtσπGphαsσGtrαnsωormαtionsGγσtwσσnGεoTεrystαlsUG2013SGX]SGYW[[ 14

426 pormαtionGoωGitrαεonαzolσVvTmαliεGαεiπGεoεrystαlsGγyGgαsGαntisolvσntGεoεrystαllizαtionUG2013SGYZ_SGXYYTXZX 46

425 ‘hσGrolσGoωGεoTεrystαlsGinGphαrmαεσutiεαlGπσsignUG2013SGZ[SGXb]TcZ 239

424 moεrystαlsGoωGkεtivσGzhαrmαεσutiεαlGsngrσπiσntsâ��zrαziquαntσlGinGmomγinαtionGwithGyxαliεSGwαloniεSG
†uεεiniεSGwαlσiεSGpumαriεSGqlutαriεSGkπipiεSGknπGzimσliεGkεiπsUG2013SGXZSGX_cTXb] 50

423 zhαrmαεσutiεαlGεoεrystαlsGαnπGpoorlyGsoluγlσGπrugsUG2013SG[]ZSGXWXTY] 427

422 wiεrowαvσGαssistσπGsynthσsisGoωGεαωωσinσVmαlσiεGαεiπGεoTεrystαlsdGthσGrolσGoωGthσGπiσlσεtriεGαnπG
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plurγiproωσnVzrolinσGmoεrystαlsUG2018SGXbSGc][Tc_X 32

224 †mαllTwolσεulσGzoviπonσGknαloguσsGinGmoαmorphousGzhαrmαεσutiεαlGzhαsσsUG2018SGXbSGaWXTaWc 7
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thσrmoεhσmiεαlGinvσstigαtionsUG2018SGXX]ZSG]bT_b 30

217 mrystαlGonginσσringdGkG}σmσπyG‘oG‘αilorGthσGliophαrmαεσutiεαlGkspσεtsGoωGqliγσnεlαmiπσUG2018SGXbSGXW]TXXb 17
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‘hσorσtiεαlGinvσstigαtionsGonGstruεturσsSGstαγilitySGσnσrgσtiεGpσrωormαnεσSGsσnsitivitySGαnπG
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158 moεrystαlsGoωGπiαεσrσindG‘owαrπsGthσGπσvσlopmσntGoωGimprovσπGγiophαrmαεσutiεαlGpαrαmσtσrsUG
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150 ‘hσrαpσutiεαllyGrσlσvαntGnαturαlGproπuεtsGαsGkwzuGαεtivαtorsGinGthσGtrσαtmσntGoωGπiαγσtσsUG2020SG]aTcW 1
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149 wσεhαnistiεGsnG†ituGαnπGoxG†ituG†tuπiσsGoωGzhαsσG‘rαnsωormαtionsGinGwolσεulαrGmoTmrystαlsUG2020SGY_SGX[_[]TX[_]Z1

148 onhαnεingGthσGsoluγilityGαnπGpσrmσαγilityGoωGthσGπiurσtiεGπrugGωurosσmiπσGviαGmultiεomponσntG
εrystαlGωormsUG2020SG]baSGXXc_c[ 8

147
wσεhαnoεhσmiεαlG†ynthσsisGαnπG†truεturσGoωGthσG‘σtrαhyπrαtσGαnπGwσsoporousGknhyπrousG
wσtωorminiumOYRPTSNTXS[TzhσnylσnσπioxαlαmiεGkεiπGOXdYPG†αltdG‘hσG}olσGoωGryπrogσnGlonπingGαnπG
nThˇ�GQGmhαrgσGkssistσπGsntσrαεtionsUG2020SGXYSG

4

146 ovαluαtingGthσGzrσπiεtivσGkγilitiσsGoωGzrotoεolsGlαsσπGonGryπrogσnTlonπGzropσnsitySGwolσεulαrG
momplσmσntαritySGαnπGryπrogσnTlonπGonσrgyGωorGmoεrystαlG†εrσσningUG2020SGYWSGaZYWTaZYa 10

145 †trαtσgyGωorGoωωiεiσntGnisεovσryGoωGmoεrystαlsGviαGαGxσtworkTlαsσπG}σεommσnπαtionGwoπσlUG2020SG
YWSG_bYWT_bZW 7

144 }σεurrσntGmotiωsGinGphαrmαεσutiεαlGεoεrystαlsGinvolvingGglyεoliεGαεiπdG•TrαyGεhαrαεtσrizαtionSG
rirshωσlπGsurωαεσGαnαlysisGαnπGnp‘GεαlεulαtionsUG2020SGYYSG__a[T__bc 10

143 xαturαlGkntimiεroγiαlsGwσσtGαG†ynthσtiεGkntiγiotiεdGmαrvαεrolV‘hymolGαnπGmiproωloxαεinGmoεrystαlsG
αsGαGzromisingG†oliπT†tαtσG}outσGtoGkεtivityGonhαnεσmσntUG2020SGYWSG_ac_T_bWZ 10

142 wσεhαnoεhσmiεαlG†ynthσsisGαnπGzhysiεoεhσmiεαlGmhαrαεtσrizαtionGoωGssoniαziπGαnπGzyrαzinαmiπσG
moTεrystαlsG”ithGqlutαriεGkεiπUG2020SGbSG]c]cWb 3

141 kGεrystαllinσGsoliπGαππuεtGoωGsulωαthiαzolσâ��αmαntαπinσdGthσGωirstGπuαlTπrugGmolσεulαrGsαltGεontαiningG
γothGαntivirαlGαnπGαntiγαεtσriαlGingrσπiσntsUG2020SGYYSGZbW[TZbXZ 3

140 moεrystαlsGInivorεσGαnπGwαrriαgσIdG”hσnGαGlinαryG†ystσmGwσσtsGαnGkεtivσGwultiωunεtionαlG†ynthonG
inGαGlαllGwillUG2020SGY_SGXZY_[TXZYaZ 4

139 †ynthσsisGαnπGstruεturαlGεhαrαεtσrizαtionGoωGεoεrystαlsGoωGisoniαziπGαnπGεinnαmiεGαεiπGπσrivαtivσsUG
2020SGXYXcSGXYb_YX 7

138 zrσpαrαtionGoωGquσrεσtinTniεotinαmiπσGεoεrystαlsGαnπGthσirGσvαluαtionGunπσrGαnπGεonπitionsUUG2020SG
XWSGYXb]YTYXb]c 7

137 ns††yv’‘syxGoxrkxmowox‘GypGvkx†yz}k—yvoG’†sxqGmym}–†‘kvvs—k‘syxUG2020SGYWYTYW_

136 lringingGαGwolσεulαrGzlusGynσdG†ynσrgistiεGlinπingGmrσαtσsGquσstTwσπiαtσπG‘hrσσTmomponσntG
momplσxσsUG2020SGb]SG]bb[T]bc[ 5

135 moεrystαlsVsαltGoωGXTnαphthαlσnσαεσtiεGαεiπGαnπGutilizingGrirshωσlπGsurωαεσGεαlεulαtionsGωorG
αεiπâ��αminopyrimiπinσGsynthonsUG2020SGYYSGYcabTYcbc 15

134 oωωσεtGoωG†prαyGnryingGonGkmorphizαtionGoωGsnπomσthαεinGxiεotinαmiπσGmoεrystαlseGyptimizαtionSG
mhαrαεtσrizαtionSGαnπG†tαγilityG†tuπyUG2020SGYXSGXbX 7

133 kG}σviσwGonGrighGzrσssurσGoxpσrimσntsGωorG†tuπyGoωGmrystαllogrαphiεGlσhαviorGαnπGzolymorphismG
oωGzhαrmαεσutiεαlGwαtσriαlsUG2020SGXWcSGY_[WTY_]Z 13

132 moεrystαlsGαnπG†αltsGoωG‘σtrαzolσTlαsσπGonσrgσtiεGwαtσriαlsUG2020SGYWSGY[ZYTY[Zc 19
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131 ‘owαrπGαGwolσεulαrG’nπσrstαnπingGoωGthσGsmpαεtGoωGmrystαlG†izσGαnπG†hαpσGonGzunεhG†tiεkingUG2020SG
XaSGXX[bTXX]b 8

130 zhαrmαεσutiεαlGεoεrystαlsGoωGnσγivololGhyπroεhloriπσGwithGσnhαnεσπGsoluγilityUG2020SG]Z[SGXY][bb 12

129 nisεovσryGoωGxσwGzroxyphyllinσTlαsσπGmhirαlGmoεrystαlsdG†oliπG†tαtσGvαnπsεαpσGαnπGnσhyπrαtionG
wσεhαnismUG2020SGYWSGZb[YTZb]W 6

128 †uprαmolσεulαrGkssσmγliσsGoωG‘hrσσGxσwGwσtroniπαzolσGnσrivαtivσsGmonstruεtσπGwithG“αriousG
nihyπroxyTγσnzoiεGkεiπsGviαGryπrogσnGlonπsUG2020SGZ_SGXXc_TXYWY 2

127 ‘σrαhσrtzGspσεtrosεopiεGεhαrαεtσrizαtionsGαnπGnp‘GεαlεulαtionsGoωGεαrγαmαzσpinσGεoεrystαlsGwithG
niεotinαmiπσSGsαεεhαrinGαnπGωumαriεGαεiπUG2020SGYZ_SGXXbZ[_ 7

126 zhαrmαεσutiεαlGmoεrystαlGnσvσlopmσntGoωG‘kuTWYWGwithGonhαnεσπGyrαlGkγsorptionUG2020SGXWSGYXX 12

125 kppliεαtionGoωGXTryπroxyT[S]TnimσthylTsmiπαzolσGZTyxiπσGαsGmoωormσrGinGpormαtionGoωG
zhαrmαεσutiεαlGmoεrystαlsUG2020SGXYSG 8

124 moεrystαlsGoωGzσnεiεlovirGwithGryπroxyγσnzoiεGkεiπsdG†ynthσsisSGmrystαlG†truεturσsSGαnπG
zhysiεoεhσmiεαlGovαluαtionUG2020SGYWSG[XWbT[XXc 4

123 ‘rimσsiεGαεiπâ��‘hσophyllinσGαnπGssopthαliεGαεiπâ��mαωωσinσGmoεrystαlsdG†ynthσsisSGmhαrαεtσrizαtionSG
†oluγilitySGwolσεulαrGnoεkingSGαnπGkntimiεroγiαlGkεtivityUG2020SGYWSGZ]XWTZ]YY 10

122 †uprαmolσεulαrGsσlωTαssσmγlyGoωGstruεturαllyGπivσrsiωiσπGninhyπrinTγαsσπGmolσεulσsUG2021SGXYY[SGXYcWZZ 5

121 †αltsSGlinαryGαnπG‘σrnαryGmoεrystαlsGoωGzyrimσthαminσdGwσεhαnosynthσsisSG†olutionGmrystαllizαtionSG
αnπGmrystαllizαtionGωromGthσGqαsGzhαsσUG2021SGYXSGZX[TZY[ 3

120 zhysiεαlGstαγilityGσnhαnεσmσntGαnπGαntimiεroγiαlGpropσrtiσsGoωGαGsoπiumGioniεGεoεrystαlGwithG
thσophyllinσUG2021SGYZSGZZ]TZ]Y 4

119 }σεσntGzrogrσssGinGzolyεyεliεGkromαtiεGryπroεαrγonTlαsσπGyrgαniεGmoTmrystαlsUG2021SGYXSGXX_TXZY 4

118 qσnσrαtionGαnπGphysiεoεhσmiεαlGεhαrαεtσrizαtionGoωGposαεonαzolσGεoεrystαlsGusingGqαsGkntisolvσntG
Oqk†PGαnπG†upσrεritiεαlG†olvσntGOm††PGmσthoπsUG2021SGXaWSGXW]XZ[ 4

117 wolσεulαrGnynαmiεsG†imulαtionG†tuπiσsGoωGthσGmvTYWVnxlGmoTεrystαlGlαsσπGzl•GwithGr‘zlUG2021SG
XaYXSGWXYWXW 1

116 muYyGnαnopαrtiεlσTεαtαlyzσπGsynthσsisGoωGπiαrylGtσtrαzolonσsGαnπGinvσstigαtionGoωGthσirGsoliπTstαtσG
propσrtiσsUG2021SGYZSGZYYWTZYYc 1

115 wolσεulσG}σεognitionGαnπG}σlσαsσGlσhαviorGoωGxαphthαlσnσπiimiπσGnσrivαtivσGviαG†uprαmolσεulαrG
sntσrαεtionsUG2021SG[YSGσYWWW_]] 3

114 kGnσwGsolvαtσGoωGεlonixinGαnπGαGεompαrisonGoωGthσGtwoGεlonixinGsolvαtσsUUG2021SGXXSGY[bZ_TY[b[Y 0
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113 “αriαγlσGstoiεhiomσtryGεoεrystαlsdGoεεurrσnεσGαnπGsigniωiεαnεσUG2021SGYZSG[]bZT[_W_ 10

112 sntσrmolσεulαrGintσrαεtionsGαnπGsoluγilityGγσhαviorGoωGmultiεomponσntGεrystαlGωormsGoωGYS[TndG
πσsignSGstruεturσGαnαlysisSGαnπGsoliπTstαtσGεhαrαεtσrizαtionUG 2

111 moεrystαlGzrσπiεtionG’singGwαεhinσGvσαrningGwoπσlsGαnπGnσsεriptorsUG2021SGXXSGXZYZ 4

110 zhysiεomσεhαniεαlSGstαγilitySGαnπGphαrmαεokinσtiεGσvαluαtionGoωGαεσεloωσnαεGπimσthylGurσαG
εoεrystαlsUG2021SGYYSG_b 2

109 zhαrmαεσutiεαlGεoTεrystαldGknGαltσrnαtivσGstrαtσgyGωorGσnhαnεσπGphysiεoεhσmiεαlGpropσrtiσsGαnπG
πrugGsynσrgyUG2021SGYSG]XYT]Y_ 7

108
†truεturσGnσtσrminαtionGoωGwultiεomponσntGmrystαllinσGzhαsσsGoωGO†PTsγuproωσnGαnπGlTzrolinσGωromG
zowπσrG•TrαyGniωωrαεtionGnαtαSGkugmσntσπGγyGmomplσmσntαryGoxpσrimσntαlGαnπGmomputαtionαlG
‘σεhniquσsUG2021SGYXSGY[cbTY]Wa

5

107 mompαrαtivσGzhysiεαlG†tuπyGoωG‘hrσσGzhαrmαεσutiεαllyGkεtivσGlσnzoπiαzσpinσGnσrivαtivσsdG
mrystαllinσGvσrsusGkmorphousG†tαtσGαnπGmrystαllizαtionG‘σnπσnεyUG2021SGXbSGXbXcTXbZY 1

106 }osuvαstαtinGεoεrystαlsdGαnGαttσmptGtoGmoπulαtσGphysiεoεhσmiεαlGpαrαmσtσrsUG2021SGaSG 1

105 oωωσεtsGoωGrσαtG‘rσαtmσntGonGsnπomσthαεinTmimσtiπinσGwixturσeGsnvσstigαtionGoωGnrugTnrugG
sntσrαεtionG’singG†ingulαrG“αluσGnσεompositionGinGp‘s}G†pσεtrosεopyUG2021SGXXWSGXX[YTXX[a 3

104 †olutionGmoεrystαllizαtiondGkG†εαlαγlσGkpproαεhGωorGmoεrystαlGzroπuεtionUG2021SGXXSGZWZ 10

103 moεrystαllizαtionGoωGmhirαlGZπT[ωGmlustσrsG{wnvn}GαnπG{wnvn}UG2021SG_WSG]cY]T]cZW 3

102 zolymorphiεGmrystαlGpormsGαnπGmoεrystαlsGinGnrugGnσlivσryGOmrystαlGonginσσringPUGXTZY

101 oxεipiσntTprσσGzurσGnrugGxαnopαrtiεlσsGpαγriεαtσπGγyGwiεroωluiπiεGryπroπynαmiεGpoεusingUG2021SG
XZSG 2

100 kG}σviσwGoωGzhαrmαεσutiεαlGxαnoTmoεrystαlsdGkGxovσlG†trαtσgyGtoGsmprovσGthσGmhσmiεαlGαnπG
zhysiεαlGzropσrtiσsGωorGzoorlyG†oluγlσGnrugsUG2021SGXXSG[_Z 2

99 zhysiεoεhσmiεαlGmhαrαεtσrizαtionGαnπGyrαlGnosαgσGpormGnσsignGαnπG†σlσεtionUGXT[c

98 }σviσwGonGzhαrmαεσutiεαlGmoTmrystαlsGαnπGnσsignG†trαtσgiσsUG2021SGXa]TXbW 0

97 zhysiεoεhσmiεαlGεhαrαεtσrizαtionGoωGπαpαgliωlozinGαnπGitsGsoliπTstαtσGγσhαviorGinGstrσssGstαγilityGtσstUG
2021SG[aSG_b]T_cZ 0

96 xuεlσαtionGinGthσG‘hσophyllinσVqlutαriεGkεiπGmoεrystαlG†ystσmUG2021SGYXSGZc_aTZcbW 1
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95 zolymorphiεGmoεrystαlsGoωGthσGkntimαlαriαlGnrugGzyrimσthαminσdG‘woGmαsσG†tuπiσsUG2021SGYXSGZ_ccTZaXZ 4

94 xovσlGpormulαtionsGoωGthσGkntivirαlGnrugGpαvipirαvirdGsmprovingGzσrmσαγilityGαnπG‘αγlσtαγilityUG
2021SGYXSGZbWaTZbXa 3

93 moεrystαlsSGmoαmorphousGzhαsσsGαnπGmoorπinαtionGmomplσxσsGoωG˛‡TGαnπG˛µTvαεtαmsUGXXaXTXYZa 1

92 †pσεtrosεopiεGεhαrαεtσrizαtionGoωGsinglσGεoTεrystαlGoωGmσωσnαmiεGαεiπGαnπGniεotinαmiπσGusingG
supσrεritiεαlGmyYUG2021SGZZ[SGXX_XXa 2

91 wσεhαnoεhσmiεαlGsynthσsisGαnπGεhαrαεtσrizαtionGoωG—iπovuπinσTlαmivuπinσGsoliπGπispσrsionGOγinαryG
σutσεtiεGmixturσPUG2021SG_[SGXWY_Zc 0

90 wultiεomponσntGioniεGεrystαlsGoωGπiltiαzσmGwithGπiεαrγoxyliεGαεiπsGtowαrπGunπσrstαnπingGthσG
struεturαlGαspσεtsGπrivingGthσGπrugTrσlσαsσUG2021SG_W]SGXYWacW 2

89 †wsxl}dGknGsntσgrαtσπGxσtworkGαnπGmhσmoinωormαtiεsG‘oolG†pσεiαlizσπGωorGzrσπiεtionGoωG
‘woTmomponσntGmrystαlGpormαtionUG2021SG_XSG[YcWT[ZWY

88 moεrystαlsSGmoαmorphousGzhαsσsGαnπGmoorπinαtionGmomplσxσsGoωG˛‡TGαnπG˛µTvαεtαmsUGXXaXTXYZa

87 wσεhαnoεhσmiεαlGzrσpαrαtionGoωGnipyriπylTxαphthαlσnσπiimiπσGmoεrystαlsdG}σlαtivσG}olσGoωG
rαlogσnTlonπGαnπGˇ�Tˇ�GsntσrαεtionsUG2021SGYXSG]_baT]_c_ 4

86 moεrystαllizαtionGωromGiγuproωσnâ��niεotinαmiπσGvαporGphαsσGmixturσGinGthσGαγsσnεσGαnπGprσsσnεσGoωG
sσσπsUG2021SG]aWSGXY_YYc

85 kminoGαεiπGγαsσπG}osuvαstαtinGεoεrystαlsdG‘owαrπsGthσGimprovσmσntGoωGphysiεoεhσmiεαlG
pαrαmσtσrsUG2021SG]aWSGXY_Y[X 1

84 wultiTmomponσntGmrystαlsGoωGYSYiTlipyriπinσGwithGkliphαtiεGniεαrγoxyliεGkεiπsdGwσltingG
zointT†truεturσG}σlαtionsUG2021SGXXSGXX]X

83 ‘hσrmαlGπσεompositionGmσεhαnismsGoωGγσnzotriωuroxαndYS[S_TtrinitrotoluσnσGεoεrystαlGusingG
quαntumGmolσεulαrGπynαmiεsGsimulαtionsUG2021SGaabSGXZbbYW 2

82 xσwGsoliπGωormsGoωGthσGπiurσtiεGεompounπG[TmhloroG†αliεyliεGkεiπT]T†ulωonαmiπσUG2021SGXY[XSGXZW_bY 1

81 onhαnεingGthσGzhysioεhσmiεαlGzropσrtiσsGoωGzuσrαrinGviαGvTzrolinσGmoTmrystαllizαtiondG†ynthσsisSG
mhαrαεtσrizαtionSGαnπGnissolutionG†tuπiσsGoωG‘woGzhαsσsGoωGzhαrmαεσutiεαlGmoTmrystαlsUG2021SGYYSG 3

80 mluσsGωromGεoεrystαlsdGαGtσrnαryGsoliπSGpolymorphismSGαnπGrαrσGsuprαmolσεulαrGisomσrismGinvolvingG
rσsvσrαtrolGαnπG]TωluorourαεilUG2021SG]aSGZbWcTZbXX 2

79 kGâ��}oαπmαpâ��GtoG†oliπGpormG†σlσεtionUG[aZT[cX 2

78 †εmyYG‘σεhniquσsGωorG†urωαεσGwoπiωiεαtionGoωGwiεroTGαnπGxαnopαrtiεlσsUGXWcTX]W 2
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77 kGmσπiεinαlGεhσmistryGpσrspσεtivσGonGstruεturσTγαsσπGπrugGπσsignGαnπGπσvσlopmσntUG2012SGb[XSGZ]XTbX 13

76 †oliπT†tαtσG‘σεhniquσsGωorGsmprovingG†oluγilityUG2016SGXYXTX_Z 1

75 zhαrmαεσutiεαlGwultiεomponσntGmrystαlsdG†truεturσSGnσsignSGαnπGzropσrtiσsUG2020SGX]ZTXb[ 5

74 zrσpαrαtionGαnπGoptimizαtionGoωGnαnoTsizσπGεoεrystαlsGusingGαGquαlityGγyGπσsignGαpproαεhUG2020SGYYSGYZW[TYZX[ 6

73 YT O[TryπroxyTphσnTylPπiαzσnTyl·γσnzoiεGαεiπTxSxNTγisTO[TpyriπylmσthTylPoxαmiπσGOYVXPUG2009SG_]SGoZXabTc 6

72 wσltingGpointsGoωGonσTGαnπGtwoTεomponσntGmolσεulαrGεrystαlsGαsGσωωσεtivσGεhαrαεtσristiεsGωorG
rαtionαlGπσsignGoωGphαrmαεσutiεαlGsystσmsUG2020SGa_SG_c_TaW_ 12

71 ‘hσGεrystαlGstruεturσGoωGthσGωirstGσthσrGsolvαtσGoωGhσxαphσnylπistαnnαnσG OzhZ†nPYGâ�¢GYG‘rp·UG2020SG
[ZSGXT_ 9

70 lioαvαilαγilityGonhαnεσmσntGoωGzoorlyG†oluγlσGnrugsdG‘hσGrolyGqrαilGinGzhαrmαGsnπustryUG2019SGY]SGcbaTXWYW 8

69 moTεrystαlsdGαGnovσlGαpproαεhGtoGmoπiωyGphysiεoεhσmiεαlGpropσrtiσsGoωGαεtivσGphαrmαεσutiεαlG
ingrσπiσntsUG2009SGaXSGZ]cTaW 120

68 †ynthσsisGαnπG†truεturαlG†tuπiσsGoωGαnGyrgαniεGmomplσxGαnπGitsGkssoεiαtionGwithGl†kUG2011SGZYSGYY]ZTYY]c 1

67 oωωσεtsGoωGzolymσrsGonGthσGmoεrystαllizαtionGoωGkπσωovirGnipivoxilGαnπG†uγσriεGkεiπUG2013SGZaSG__ZT__b 5

66 xTO[S_TnimσthylTpyrimiπinTYTylPT[TOoxolαnTYTylαminoPγσnzσnσTsulωonαmiπσUG2009SG_]SGoYb]X

65 [S[NTlipyriπinσTpyroglutαmiεGαεiπGOXVYPUG2009SG_]SGoYc]W

64 myTm}–†‘kvvs—k‘syxdG‘omrxs{’oGpy}Gswz}y“owox‘GypGzrk}wkmo’‘smkvGz}yzo}‘so†UG2016
SG]ZSG]TXX 1

63 viquiπTωrσσGmillingGtoGprσpαrσGαGεoεrystαlGoωGiγuproωσnGαnπGniεotinαmiπσUG2016SGY_SGYZYTYZa

62 †oliπGpormGvαnπsεαpσGαnπGnσsignGoωGzhysiεαlGzropσrtiσsUG2017SG[]T]_ 0

61 zαrtiαlGεhαrgσGtrαnsωσrGinGthσGsαltGεoTεrystαlGoωGlTαsεorγiεGαεiπGαnπG[S[NTγiTpyriπinσUG2019SGa]SGaYbTaZX 1

60 pormulαtionGαnπGσvαluαtionGoωGγuεεαlGωilmsGoωGpiroxiεαmGεoTεrystαlsUG2020SG_SG 4
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59 ‘hσorσtiεαlGstuπiσsGonGthσGrolσGoωGσαεhGεomponσntGinGγσnzotriωuroxαnVYS[S_TtrinitrotoluσnσG
εoεrystαlUG2020SGa]ZSGXZa_Wb 2

58 †σvσnGεoεrystαlsGoωGpyrαzinαmiπσGαnπGorgαniεGαεiπsGγyGrTγonπsGαnπGsomσGnonεovαlσntGαssoεiαtionsUG
2021SGXY]WSGXZXaaW 5

57 †pαrωloxαεinGwultiεomponσntGmrystαlsdG‘αrgσtingGthσG†oluγilityGoωGzroγlσmαtiεGkntiγiotiεsUG2021SG
YXSGcc]TXWW] 3

56 smprovingGzhysiεoεhσmiεαlGzropσrtiσsGoωG}σpαgliniπσG‘hroughGzhαrmαεσutiεαlGkππuεtGpormαtionUG
2020SGbSGZXTZa 1

55 †implσGαnπGσωωσεtivσGpuriωiεαtionGoωGαG†qv‘TYGinhiγitorGεoεrystαlG}ongliωlozinGvTpyroglutαmiεGαεiπdG
εoωormσrTinπuεσπGpuriωiεαtionUG

54 kutomαtiεGmoεrystαlGnσtσεtionGγyG}αmαnG†pσεtrαlGnσεonvolutionTlαsσπGxovσltyGknαlysisUG2021SGcZSGX[Za]TX[ZbY1

53 ’nπσrstαnπingGrygrosεopiεityGoωG‘hσophyllinσGαGxovσlGmoεrystαlGzolymorphdGkGmhαrgσGnσnsityG
†tuπyUG2021SGXY]SGcaZ_Tca]_ 1

52 †ynthσsisSGmhαrαεtσrizαtionSGαnπGsntrinsiεGnissolutionG†tuπiσsGoωGnrugTnrugGoutσεtiεG†oliπGpormsGoωG
wσtωorminGryπroεhloriπσGαnπG‘hiαziπσGniurσtiεsUG2021SGXZSG 0

51 }σεσntGkπvαnεσsGinGzhαrmαεσutiεαlGmoεrystαlsdGpromGlσnεhGtoGwαrkσtUG2021SGXYSGabW]bY 7

50 xiεotinσG}σωinσπdGmrystαlGonginσσringGoωGO†PTxiεotiniumGwαlαtσG†αltsUG 2

49 xovσlGzhαrmαεσutiεαlGmoεrystαlGoωGkpαlutαmiπσSGαGxonstσroiπαlGkntiαnπrogσnGnrugdG†ynthσsisSG
mrystαlG†truεturσSGnissolutionSG†trσssSGαnπGoxεipiσntGmompαtiγilityUG2022SGYYSGXXZWTXX[Y 2

48 qαsTkssistσπGmoεrystαlGnσsuγlimαtionUG

47 moεrystαlsGαnπG‘hσirGsnπuεσπGkεtivityGoωGnrugsUG2022SG_ZTaa

46 zrσπiεtionGoωGthσGεrystαlGstruεturσGαnπGpropσrtiσsGoωGσnσrgσtiεGvvwGTXW]doxiπαntGεoεrystαlsdGkG
thσorσtiεαlGstuπyUG

45 mrystαlGonginσσringGαnπGitsGmhσmistrydGknGkrεhitσεturαlGkpproαεhGωorGmoεrystαllizαtionUG2022SGX]SG

44 ‘hrσσTnimσnsionαlG†uprαmolσεulαrGkrεhitσεturσsGwithGwnGsonsGkssσmγlσπGωromGryπrogσnGlonπingG
sntσrαεtionsdGmrystαlG†truεturσsGαnπGkntiωσrromαgnσtiεGzropσrtiσsUUG2022SGaSGXWWYYTXWWYb

43 niωωσrσnεσsGinGmoωormσrGsntσrαεtionsGoωGthσGYS[TniαminopyrimiπinσsGzyrimσthαminσGαnπG
‘rimσthoprimUUG2022SGYYSGZX_ZTZXaZ 0

42 moTεrystαlsGoωGσthσnzαmiπσGwithGYTnitroγσnzoiεGαεiπGTGmonωormαtionαlGαnαlysisSGwnGsimulαtionsGαnπG
np‘GinvσstigαtionsUG2022SGccSGXWW[Zc
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41 †truεturσGαnαlysisGαnπGinsightGintoGhyπrogσnGγonπGαnπGvαnGπσrGwααlsGintσrαεtionsGoωGσtoriεoxiγG
εoεrystαlsGαnπGεoεrystαlGsolvαtσUG2022SGXY]bSGXZY__] 2

40 †oluγilityGonhαnεσmσntGoωGkntiπiαγσtiεGnrugsG’singGαGmoTmrystαllizαtionGkpproαεhUUG2021SGXWSGXY_WTXY_b 2

39 onσrgσtiεGmoTmrystαlGoωGαGzrimαryGwσtαlTprσσGoxplosivσGwithGl‘pUGsπσαlGzαirGωorGmoTmrystαllizαtionUUG
2021SGY_SG 1

38 †truεturαlSGrirshωσlπG†urωαεσGαnπGrywyTv’wyGgαpGαnαlysisGoωGωivσGεoTεrystαlsGoωG
YTαminoT]TεhloropyriπinσGorGYTαminoTγromopyriπinσGwithGisomσriεGmσthylγσnzoiεGαεiπsUG2022SG

37 †uprαmolσεulαrG†ynthonGzromisεuityGinGzhosphoriεGkεiπTnihyπrogσnGzhosphαtσGsoniεGmoεrystαlsUUG
2022SGYYSGZZZZTZZ[Y 1

36 kGpotσntGαnσsthσtiεGπrugGsαltdGσxpσrimσntαlGαnπGεomputαtionαlGstuπiσsUG2022SGXZZW[c

35 nαtα−†hσσt−XUπoεUG2020SG

34 †oliπT†tαtσG‘σεhniquσsGωorGsmprovingG†oluγilityUG2022SGXWZTX[W

33 xσwGhyπrαtσGεoεrystαlGoωGlTprolinσGwithG[TαεσtylphσnylγoroniεGαεiπGoγtαinσπGviαGmσεhαnoεhσmistryG
αnπGsolvσntGσvαporαtiondGknGσxpσrimσntαlGαnπGthσorσtiεαlGstuπyUG2022SGXYZYbY 1

32 †oliπTstαtσGlαnπsεαpσGαnπGγiophαrmαεσutiεαlGimpliεαtionsGoωGnovσlGmσtωorminTγαsσπGsαltsUG 2

31 ‘hσorσtiεαlGstuπyGonGl‘pTγαsσπGεoεrystαlsdGσωωσεtGoωGσxtσrnαlGσlσεtriεGωiσlπUG2022SGYbSG 0

30
kGrσviσwGonGmultivαriαtσGεurvσGrσsolutionGαppliσπGtoGspσεtrosεopiεGαnπGεhromαtogrαphiεGπαtαG
αεquirσπGπuringGthσGrσαlTtimσGmonitoringGoωGσvolvingGmultiTεomponσntGproεσssσsdGpromGproεσssG
αnαlytiεαlGεhσmistryGOzkmPGtoGproεσssGαnαlytiεαlGtσεhnologyGOzk‘PUG2022SGXX__cb

0

29 oωωiεiσntG†εrσσningGoωGmoωormσrsGωorGkεtivσGzhαrmαεσutiεαlGsngrσπiσntGmoεrystαllizαtionUG 1

28 †ynthσsisGoωGzinεσrGtypσGεαrγσnσGαnπGthσirGkgOsPTxrmGεomplσxσsSGαnπGthσirGkntimiεroγiαlGαεtivitiσsUG
2022SGaSG]ZT_X 0

27 oωωσεtsGoωGoxiπizingGmolσεulσsGonGthσGthσrmαlGπσεompositionGoωG‘‘nyGγyGαγGinitioGmolσεulαrG
πynαmiεsGsimulαtionsUG2022SGXX_SGXWbYaW

26 xσwGsαltsGoωGtσriωlunomiπσGO‘pwPGâ��G†inglσGεrystαlG•TrαyGαnπGsoliπGstαtσGxw}GinvσstigαtionUG2022SG
XYYSGXWXbYW 0

25 oxploringGthσGmolσεulαrGlαnπsεαpσGoωGmultiεomponσntGεrystαlsGωormσπGγyGnαproxσnGπrugGαnπG
αεriπinσsUG 1

24
†truεturαlGsystσmαtiεsGinGisomorphousGγinαryGεoTεrystαlGsolvαtσsGεomprisingGYSYiTπithioπiγσnzoiεG
αεiπSG[ThαloγσnzoiεGαεiπGαnπGπimσthylωormαmiπσGOXGdGXGdGXPSGωorGhαliπσGgGεhloriπσSGγromiπσGαnπGioπiπσUG
2022SGY[SG]cWaT]cYX

0
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23 zrσωσrσnεσGoωGrighTxitrogσnTmontσntGmompounπsGtoGpormGryπrαtσsGαnπGthσG‘αnπσmGmontαεtsGoωG
kziπσGqroupsUG2022SGYYSG]cc_T_WWZ 0

22 monωormαtionαlG‘rimorphismGinGαnGsoniεGmoεrystαlGoωGrσspσrσtinUG 0

21
nirσεtionαlG†σlωTkssσmγlyGoωGyωloxαεinGαnπG†yringiεGkεiπdG‘hσGpirstG†αltGmoεrystαlGoωGyωloxαεinGwithG
zhσnoliεGkεiπGnisplαysG†upσriorGsnG“itroV“ivoGliophαrmαεσutiεαlGzropσrtyGαnπGonhαnεσπG
kntiγαεtσriαlGkεtivityUG

0

20 onhαnεingGthσGzhotoGαnπG‘hσrmαlG†tαγilityGoωGxiεotinσGthroughGmrystαlGonginσσringGwithGqσntisiεG
kεiπUG2022SGYaSG_b]Z 1

19 moTεrystαlsGoωGpyrαzinαmiπσGOz—kPGwithGtσrσphthαliεGO‘zrPGαnπGtrimσsiεGO‘w†PGαεiπsdG†truεturαlG
insightsGαnπGπissolutionGstuπyUG2023SGXYaZSGXZ[ZZb 0

18 mrystαlGσnginσσringSGσlσεtronGπσnsityGαnαlysisGαnπGinTsituGvαriαγlσGtσmpσrαturσGstuπiσsGoωGεoTεrystαlG
γσtwσσnGniεotiniεGαεiπGαnπGgαlliεGαεiπGsσsquihyπrαtσUG 1

17 zhysiεoεhσmiεαlGαnπGthσrmoπynαmiεGσvαluαtionGoωGiγrutiniγGεoεrystαlGωormαtionGwithGαGlongTεhαinG
ωαttyGαεiπUG 0

16 zrσπiεtionGoωGεoεrystαlGωormαtionGγσtwσσnGπrugGαnπGεoωormσrGγyGsimplσGstruεturαlGpαrαmσtσrsUG
2022SGXXSGXbY 0

15 †trαtσgiσsGωorGwαnαgingG†oliπGpormG‘rαnsωormαtionG}iskGinGnrugGzroπuεtUG2022SG 0

14 }σεσntGkπvαnεσsGinGzhαrmαεσutiεαlGmoεrystαlsdGkGpoεusσπG}σviσwGoωGplαvonoiπGmoεrystαlsUG2023SGYbSG_XZ 0

13 ryπrogσnGαnπGhαlogσnGγonπsGinGπrugTπrugGεoεrystαlsGoωG•TurαεilGO•GgGpSGsPGαnπGlαmivuπinσdGσxtσnπσπG
quαπruplσxGαnπGlαyσrσπGαssσmγliσsUGXT_ 0

12 moεrystαlsGγyGnσsigndGkG}αtionαlGmoωormσrG†σlσεtionGkpproαεhGωorG‘αεklingGthσGkzsGzroγlσmsUG2023SG
X]SGXX_X 0

11 moεrystαlsGωorGphotoεhσmiεαlGsoliπTstαtσGrσαεtionsdGknGαεεountGonGεrystαlGσnginσσringGpσrspσεtivσUG
2023SG[bZSGYX]Wc] 0

10 “iγrαtionαlGspσεtrosεopiεGπσtσεtionGαnπGαnαlysisGoωGisoniαziπTniεotinαmiπσTsuεεiniεGαεiπGtσrnαryG
εoεrystαlUG2023SGYc]SGXYY_YZ 0

9 kntitumorGαnπGαntimiεroγiαlGσωωσεtGoωGsyringiεGαεiπGurσαGεoεrystαldG†truεturαlGαnπGspσεtrosεopiεG
εhαrαεtσrizαtionSGnp‘GεαlεulαtionGαnπGγiologiεαlGσvαluαtionUG2023SGXYbYSGXZ]XXZ 1

8 witigαtingGnrugG†tαγilityGmhαllσngσsG‘hroughGmoεrystαllizαtionUG2023SGY[SG 2

7 †tαγilizαtionGoωGuriεGαεiπGmixσπGεrystαlsGγyGmσlαminσUG2023SG_WbSGXYaXZ[ 0

6
zαεkingGstruεturσGαnπGnonTεlαssiεαlGhyπrogσnGγonπingGintσrαεtionsGoωGthσGtoluσnσGsolvαtσGεrystαlGoωG
XSbTγisO[TmσthylγσnzoylPnαphthαlσnσTYSaTπiylGπiγσnzoαtσdG}olσGoωGtoluσnσGmolσεulσGinG
πσtσrminαtionGoωGthσGspαtiαlGαrrαngσmσntGoωGthσGmαjorGεonstituσntGmolσεulσsUGXTXb

0
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5 ’singGzrσnuεlσαtionGkggrσgαtionGoωGmαωωσinσTlσnzoiεGkεiπGαsGαG}αpiπGsnπiεαtionGoωG
moTεrystαllizαtionGωromG†olutionsUG2023SGYWSGXc[YTXc]W 0

4 niωωusionGαnπGpluxGsmprovσmσntGoωGnrugsGthroughGmomplσxαtionUG 0

3 xσwGsnsightsGintoGthσG†oluγilizαtionGoωGwultiεomponσntGmrystαlsdGk´ mαsσG†tuπyGoωGzipσmiπiεGkεiπUG 0

2 woπiωiεαtionGoωGzhysiεoεhσmiεαlGzropσrtiσsGoωGkεtivσGzhαrmαεσutiεαlGsngrσπiσntGγyGzhαrmαεσutiεαlG
moTmrystαlsUG 0

1 “σrsαtilσG†oliπGwoπiωiεαtionsGoωGwultiεomponσntGzhαrmαεσutiεαlG†αltsdGxovσlGwσtωorminâ��}hσinG
†αltsGlαsσπGonGkπvαntαgσGmomplσmσntαryG†trαtσgyGnσsignUG2023SGX]SGXXc_ 0
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