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833 wαtωodHβorHsnüludinγHtωαHnynñmiüHpluütuñtionsHoβHñHzrotαinHinHmomputαrUkidαdHnruγHnαsiγnVH1999TH
YX[THYXZY[UYXZYc 91

832 }αüoγnizinγHmolαüulαsHwitωHdruγUlikαHpropαrtiαsVH1999TH[TH[b]Ua 235

831 xw}HsürααninγHinHdruγHdisüovαryVH1999THYXTH_]Ub 86

830 ’ωαH‘rkzo‘HstrñtαγydHñnHxw}UóñsαdHñpproñüωHβorHlαñdHγαnαrñtionHinHdruγHdisüovαryVH1999TH`THa__U`c 230

829 xw}HtαüωniquαsHβorHüωñrñütαrizñtionHoβHliγñndHóindinγdHutilityHβorHlαñdHγαnαrñtionHñndHoptimizñtionH
inHdruγHdisüovαryVH1999TH_YTHZZYU][ 35

828 nissimilñrityUóñsαdHñlγoritωmsHβorHsαlαütinγHstruüturñllyHdivαrsαHsαtsHoβHüompoundsVH1999TH`TH]]aU_a 40

827 wolαüulñrHωñsωkαysdHñHnovαlHmαtωodHβorHmolαüulñrHüωñrñütαrizñtionHñndHitsHñppliüñtionHβorH
prαdiütinγHimportñntHpωñrmñüαutiüñlHpropαrtiαsHoβHmolαüulαsVH1999TH]ZTHYa[cU]b 63

826 nαsiγninγHliórñriαsHwitωHmx‘HñütivityVH1999TH]ZTH]c]ZU_Y 255

825 ”irtuñlHüomóinñtoriñlHsyntωαsαsHñndHüomputñtionñlHsürααninγHoβHnαwHpotαntiñlHñntiUωαrpαsH
üompoundsVH1999TH]ZTH[[XbUY] 103

824 zωñsαHjumpsHñndHintαrβαromαtriüHsurβñüαHplñsmonHrαsonñnüαHimñγinγVH1999THa_TH[cYaU[cYc 120

823 monsαnsusHsüorinγdHkHmαtωodHβorHoótñininγHimprovαdHωitHrñtαsHβromHdoükinγHdñtñóñsαsHoβH
tωrααUdimαnsionñlHstruüturαsHintoHprotαinsVH1999TH]ZTH_YXXUc 612

822 qlossñryHoβH’αrmsH“sαdHinHmomóinñtoriñlHmωαmistryVH1999THaYTHZ[]cUZ[`_ 46

821 mωñptαrHZbVH}αüαntHnαvαlopmαntsHinHwolαüulñrHnivαrsitydHmomputñtionñlHkpproñüωαsHtoH
momóinñtoriñlHmωαmistryVH1999TH[]THZbaUZc` 16

820 yrγñniüH‘yntωαsisHñndHwαdiüinñlHmωαmistryVH2000THYUY`

819 nαsiγninγHtñrγαtαdHliórñriαsHwitωHγαnαtiüHñlγoritωmsVH2000THYbTH[ZXU[]TH_Z_ 39
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818 mωαmoinβormñtiüsHUHsimilñrityHñndHdivαrsityHinHüωαmiüñlHliórñriαsVH2000THYYTHb_Ub 104

817 oxtrñütionHoβHpωñrmñüopωorαHinβormñtionHβromHωiγωUtωrouγωputHsürααnsVH2000THYYTHcaUYX[ 28

816 xαurñlHnαtworksHñrαHusαβulHtoolsHβorHdruγHdαsiγnVH2000THY[THY_U` 44

815 riγωUtωrouγωputHñndHvirtuñlHsürααninγdHüorαHlαñdHdisüovαryHtαüωnoloγiαsHmovαHtowñrdsHintαγrñtionVH
DrugvDiscoveryvTodayTH2000TH_TH`YU`c 8.8 36

814 nivαrsityHsürααninγHvαrsusHβoüussαdHsürααninγHinHdruγHdisüovαryVHDrugvDiscoveryvTodayTH2000TH_THZb`UZc[ 8.8 125

813 knwoWzuHñsHpñrtHoβHñHrñtionñlHñpproñüωHtoHdruγHdisüovαryVHDrugvDiscoveryvTodayTH2000TH_TH]XcU]Y] 8.8 174

812 mωαmoinβormñtiüsdHñrαHwαHαxploitinγHtωisHnαwHsüiαnüαiVHO–αHnααdHtoHmñkαHüωαmoinβormñtiüsHtoolsH
morαHñüüαssiólαHtoHtωαHóαnüωHüωαmistVOVHDrugvDiscoveryvTodayTH2000TH_TH]b[U]b_ 8.8 5

811 riγωUtωrouγωputHñndHvirtuñlHsürααninγdHüorαHlαñdHdisüovαryHtαüωnoloγiαsHmovαHtowñrdsHintαγrñtionVH
DrugvDiscoveryvTodayTH2000TH_TH‘`YU‘`c 8.8 21

810 momputñtionñlHmαtωodsHβorHtωαHprαdiütionHoβHOdruγUlikαnαssOVHDrugvDiscoveryvTodayTH2000TH_TH]cU_b 8.8 475

809 kHrαüursivαHñlγoritωmHβorHαββiüiαntHüomóinñtoriñlHliórñryHdoükinγVH2000THZXTH`[UbY 29

808 wodiβiüñtionsHoβHtωαHsüorinγHβunütionHinHplαx—HβorHvirtuñlHsürααninγHñppliüñtionsVH2000THZXTHb[Ucb 27

807 zrαβñüαVH2000THZXTHaUYY 5

806 kHknowlαdγαUóñsαdHsüorinγHβunütionHβorHprotαinUliγñndHintαrñütionsdHzroóinγHtωαHrαβαrαnüαHstñtαVH
2000THZXTHccUYY] 105

805 zrαdiütinγHóindinγHmodαsTHóindinγHñββinitiαsHñndHïωotHspotsOHβorHprotαinUliγñndHüomplαxαsHusinγHñH
knowlαdγαUóñsαdHsüorinγHβunütionVH2000THZXTHYY_UY]] 86

804 ‘imilñrityHvαrsusHdoükinγHinH[nHvirtuñlHsürααninγVH2000THZXTHYcYUZXa 23

803 }αñütñntUHñndHproduütUóñsαdHñpproñüωαsHtoHtωαHdαsiγnHoβHüomóinñtoriñlHliórñriαsVH2002TH_THZ]_U_]

802 ’owñrdsHñHnαwHñγαHoβHvirtuñlHknwoW’y—HñndHmultidimαnsionñlHdruγHdisüovαryVH2002TH_THZ__Ua_ 20

801 }αüαntHdαvαlopmαntsHinHstruüturαUóñsαdHdruγHdαsiγnVH2000THabTHZ`cUbY 188

(2000-2000)
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800 VH2000TH 70

799 ynHtωαHtopoloγiüñlHsuóUstruüturñlHmolαüulñrHdαsiγnHP’y‘‘UwynoQHinH{‘z}W{‘k}HñndHdruγHdαsiγnH
rαsαñrüωVH2000THYYTH__Ua[ 50

798 unowlαdγαUóñsαdHsüorinγHβunütionHtoHprαdiütHprotαinUliγñndHintαrñütionsVH2000THZc_TH[[aU_` 871

797 ‘imilñritiαsHinHlioñnñloγousH‘truüturñlH’rñnsβormñtionHzñttαrnsVH2000THY``UYac 1

796 zrotαinUóñsαdHvirtuñlHsürααninγHoβHüωαmiüñlHdñtñóñsαsVHYVHovñluñtionHoβHdiββαrαntHdoükinγWsüorinγH
üomóinñtionsVH2000TH][TH]a_cU`a 648

795 nαvαlopinγHñHdynñmiüHpωñrmñüopωorαHmodαlHβorHrs”UYHintαγrñsαVH2000TH][THZYXXUY] 248

794 kHnovαlHñpproñüωHβorHtωαHvirtuñlHsürααninγHñndHrñtionñlHdαsiγnHoβHñntiüñnüαrHüompoundsVH2000TH][THYca_Ub_ 152

793 xαwHñpproñüωHtoHmolαüulñrHdoükinγHñndHitsHñppliüñtionHtoHvirtuñlHsürααninγHoβHüωαmiüñlHdñtñóñsαsVH
2000TH]XTHZ_]U`Z 71

792 riγωU’ωrouγωputH‘ürααninγHñndH”irtuñlH‘ürααninγdHontryHzointsHtoHnruγHnisüovαryVH2000THYUY] 3

791 viórñryHpiltαrinγH‘ystαmsHñndHzrαdiütionHoβHnruγUvikαHzropαrtiαsVH2000THY_U[Z 12

790 ‘truüturαUlñsαdHviórñryHnαsiγnVH2000THZZcUZ`] 7

789 “ndαrstñndinγH}αüαptorUviγñndHsntαrñütionsHñsHñHzrαrαquisitαHβorâ��”irtuñlH‘ürααninγVH2000THZXaUZZa 5

788 ‘uüüαssβulHvirtuñlHsürααninγHoβHñHüωαmiüñlHdñtñóñsαHβorHβñrnαsyltrñnsβαrñsαHinωióitorHlαñdsVH2000TH
][TH]XYUb 124

787 momóinñtoriñlHliórñryHdαsiγndHmñximizinγHmodαlUβittinγHüompoundsHwitωinHmñtrixHsyntωαsisH
üonstrñintsVH2000TH]XTHaXYU_ 27

786 nivαrsityHmαñsurαsHβorHαnωñnüinγHknwoHñdmissióilityHoβHüomóinñtoriñlHliórñriαsVH2000TH]XTH[Y]UZZ 34

785 litUstrinγHmαtωodsHβorHsαlαütivαHüompoundHñüquisitionVH2000TH]XTHZYXU] 21

784 viγñndUprotαinHdñtñóñsαdHlinkinγHprotαinUliγñndHüomplαxHstruüturαsHtoHóindinγHdñtñVH2001TH]]TH[_cZUb 114

783 krαHβrααHαnαrγyHüñlüulñtionsHusαβulHinHprñütiüαiHkHüompñrisonHwitωHrñpidHsüorinγHβunütionsHβorHtωαH
p[bHwkzHkinñsαHprotαinHsystαmVH2001TH]]TH[]YaUZ[ 196
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782 vñrγαUsüñlαHvirtuñlHsürααninγHβorHdisüovαrinγHlαñdsHinHtωαHpostγαnomiüHαrñVH2001TH]XTH[`XU[a` 63

781 rowHdoαsHüonsαnsusHsüorinγHworkHβorHvirtuñlHliórñryHsürααninγiHknHidαñlizαdHüomputαrHαxpαrimαntVH
2001TH]YTHY]ZZU` 236

780 smprovαdHsüorinγHoβHliγñndUprotαinHintαrñütionsHusinγHy–poqHβrααHαnαrγyHγridsVH2001TH]]TH_XZUYY 88

779 ‘implαHsαlαütionHüritαriñHβorHdruγUlikαHüωαmiüñlHmñttαrVH2001TH]]THYb]YU` 451

778 ovñluñtionHoβHdoükinγHβunütionsHβorHprotαinUliγñndHdoükinγVH2001TH]]TH[a`bUb_ 70

777 ”irtuñlHsürααninγHoβHüomóinñtoriñlHliórñriαsHñürossHñHγαnαHβñmilydHinHsαñrüωHoβHinωióitorsHoβHqiñrdiñH
lñmóliñHγuñninαHpωospωorióosyltrñnsβαrñsαVH2001TH]_THZ_aYU` 34

776 momputñtionñlHüωñrñütαrizñtionHoβHsuóstrñtαHóindinγHñndHüñtñlysisHinH‘UñdαnosylωomoüystαinαH
ωydrolñsαVH2001TH]XTHY_Y][U_Z 14

775 ]nU{‘k}HñnñlysisHoβHñHsαtHoβHαüdystαroidsHñndHñHüompñrisonHtoHmowpkHmodαlinγVH2001TH]YTHY_baU`X] 56

774 ‘αlαütαdHüonüαptsHñndHinvαstiγñtionsHinHüompoundHülñssiβiüñtionTHmolαüulñrHdαsüriptorHñnñlysisTHñndH
virtuñlHsürααninγVH2001TH]YTHZ[[U]_ 184

773 pinγαrprintHsüñlinγHinürαñsαsHtωαHproóñóilityHoβHidαntiβyinγHmolαüulαsHwitωHsimilñrHñütivityHinHvirtuñlH
sürααninγHüñlüulñtionsVH2001TH]YTHa]`U_[ 53

772 kHβñstHñlγoritωmHβorHsαñrüωinγHβorHmolαüulαsHüontñininγHñHpωñrmñüopωorαHinHvαryHlñrγαHvirtuñlH
üomóinñtoriñlHliórñriαsVH2001TH]YTHa[YUb 15

771 VH2001TH 3

770 sntαγrñtinγH”irtuñlH‘ürααninγHwαtωodsHtoHtωαH{uαstHβorHxovαlHwαmórñnαHzrotαinHviγñndsVH2001THYTHccUYYZ 3

769 ‘αquαntiñlHkpproñüωHβorHsdαntiβyinγHvαñdHmompoundsHinHvñrγαHmωαmiüñlHnñtñóñsαsVH2001THY`THY_] 9

768 ‘ürααninγHoβHnruγHnñtñóñsαsVH2001THY[aUYaX 2

767 mustomizαdHvαrsusHunivαrsñlHsüorinγHβunütionsdHñppliüñtionHtoHülñssHsHwrmUpαptidαHóindinγHβrααH
αnαrγyHprαdiütionsVH2001THYYTH`a_Uc 42

766 riγωUtωrouγωputHdoükinγHβorHlαñdHγαnαrñtionVH2001TH_TH[a_UbZ 319

765 mωαmoγαnomiüHñpproñüωαsHtoHdruγHdisüovαryVH2001TH_TH]`]UaX 151

(2001-2001)
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764 xovαlHloüñlHPβrñγmαntUóñsαdQHtopoloγiüñlHmolαüulñrHdαsüriptorsHβorH{‘prW{‘k}HñndHmolαüulñrH
dαsiγnVH2001THZXTH_]U`] 69

763 nαsiγnTHdoükinγTHñndHαvñluñtionHoβHmultiplαHliórñriαsHñγñinstHmultiplαHtñrγαtsVH2001TH]ZTHZc`U[Yb 59

762 wñssivαHdoükinγHoβHβlαxiólαHliγñndsHusinγHαnvironmαntñlHniüωαsHinHpñrñllαlizαdHγαnαtiüHñlγoritωmsVH
2001THZZTHYcaYUYcbZ 19

761 ‘uónñnomolñrHwirksñmαHsnωióitorαnHñusHdαmHmomputαrsürααninγdHαinαHwodαllstudiαHñnHdαrH
ωumñnαnHmñróoñnωydrñsαHssVH2001THYY[TH]X]U]Xb 4

760 oinHαββiziαntαsHmoóñltPsQUuñtñlysñtorsystαmHβˆ…rHdiαHsαlαktivαHYT]UrydrovinyliαrunγHvonHYT[UniαnαnVH
2001THYY[TH]XbU]YX 25

759 ‘uónñnomolñrHsnωióitorsHβromHmomputαrH‘ürααninγdHkHwodαlH‘tudyH“sinγHrumñnHmñróoniüH
knωydrñsαHssVH2001TH]XTH[bcU[c[ 56

758 ’ωioβormñldαωydαH‘UsulβidαHP’ωiosulβinαQVH2001TH]XTH[c[U[c` 36

757 riγωUtωrouγωputHstruüturñlHprotαomiüsHusinγHxUrñysVH2001THYcTH`aUaY 280

756 riγωUtωrouγωputHstruüturñlHprotαomiüsHusinγHxUrñysVH2001THYcTH‘`aUaY 26

755 viórñryHdαsiγnHβorHxw}UóñsαdHsürααninγVHDrugvDiscoveryvTodayTH2001TH`THY[[UY]X 8.8 76

754 winiñturizαdHr’‘HtαüωnoloγiαsHUHur’‘VHDrugvDiscoveryvTodayTH2001TH`TH`[aU`]` 8.8 131

753 ’ωαHimpñütHoβHinβormñtiüsHñndHüomputñtionñlHüωαmistryHonHsyntωαsisHñndHsürααninγVHDrugvDiscoveryv
TodayTH2001TH`THYYXYUYYYX 8.8 65

752 momóinñtoriñlHüωαmistryHñndHωiγωUtωrouγωputHsürααninγHinHdruγHdisüovαryHñndHdαvαlopmαntVH2001THZ[U_` 5

751 riγωUtωrouγωputHsürααninγHñpproñüωαsHβorHinvαstiγñtinγHdruγHmαtñóolismHñndHpωñrmñüokinαtiüsVH
2001TH[YTH__aUbc 90

750 ‘upportH”αütorHwñüωinαsHinHmomóinñtoriñlHmωαmistryVH2001TH[]THZ[_UZ[c 41

749 JrolistiüJHinHsiliüoHmαtωodsHtoHαstimñtαHtωαHsystαmiüHñndHmx‘HóioñvñilñóilitiαsHoβHpotαntiñlH
üωαmotωαrñpαutiüHñγαntsVH2001THYTHZ_aUa_ 21

748 wolαüulñrHnivαrsityHinHnruγHnαsiγnVH2002TH 1

747 kpproñüωαsHtoHliórñryHdαsiγnHβorHüomóinñtoriñlHüωαmistryVH2002THZXYTHZaaUc_
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746 mωαmoγαnomiüsdHóridγinγHñHdruγHdisüovαryHγñpVH2002THcTHZXaaUb] 36

745 xuülαñrHmñγnαtiüHrαsonñnüαUóñsαdHñpproñüωαsHβorHlαñdHγαnαrñtionHinHdruγHdisüovαryVH2001TH[[bTHZXZU[X 50

744 ’rαndsHinHvirtuñlHüomóinñtoriñlHliórñryHdαsiγnVH2002THcTHZXc_UYXY 65

743 viγñndUinduüαdHüωñnγαsHinHtωαHóindinγHsitαsHoβHprotαinsVH2002THYbTHc[cU]b 45

742 ‘imilñrityHvαrsusHdoükinγHinH[nHvirtuñlHsürααninγVH2000THYcYUZXa

741 momóinñtoriñlHviórñryVH2002TH 2

740 ’ωαHnαsiγnHoβH‘mñllUHñndHwαdiumUsizαdHpoüusαdHmomóinñtoriñlHviórñriαsVH2002THZZYUZ]b 1

739 ‘truüturαUóñsαdHsürααninγHñsHñppliαdHtoHωumñnHpklz]dHñHωiγωlyHαββiüiαntHñltαrnñtivαHtoHr’‘HβorHωitH
γαnαrñtionVH2002THYZ]THYYba]UbX 45

738 nαvαlopmαntHoβHñHvirtuñlHsürααninγHmαtωodHβorHidαntiβiüñtionHoβHJβrαquαntHωittαrsJHinHüompoundH
liórñriαsVH2002TH]_THY[aU]Z 258

737 }ñtionñlHdαsiγnHñndHαvñluñtionHoβHnαwHlαñdHüompoundHstruüturαsHβorHsαlαütivαHóαtñk}uYHinωióitorsVH
2002TH]_THZY_XUc 36

736 ]nU{‘k}HñnñlysisHoβHñHsαtHoβHpropoβolHñnñloγuαsdHmñppinγHóindinγHsitαsHβorHñnHñnαstωαtiüHpωαnolHonH
tωαHqklkPkQHrαüαptorVH2002TH]_TH[ZYXUZY 86

735 mωαmoinβormñtiüsHñndHnruγHnisüovαryVH2002THaTH_``U`XX 114

734 kHknowlαdγαUóñsαdHsüorinγHβunütionHβorHprotαinUliγñndHintαrñütionsdHzroóinγHtωαHrαβαrαnüαHstñtαVH
2000THccUYY] 10

733 ‘αlαütinγHsürααninγHüñndidñtαsHβorHkinñsαHñndHqHprotαinUüouplαdHrαüαptorHtñrγαtsHusinγHnαurñlH
nαtworksVH2002TH]ZTHYZ_`U`Z 58

732 }αñütñntUHñndHproduütUóñsαdHñpproñüωαsHtoHtωαHdαsiγnHoβHüomóinñtoriñlHliórñriαsVH2002THY`TH[aYUbX 12

731 kHüommonHmαüωñnismHundαrlyinγHpromisüuousHinωióitorsHβromHvirtuñlHñndHωiγωUtωrouγωputH
sürααninγVH2002TH]_THYaYZUZZ 924

730 ‘uüüαssβulHvirtuñlHsürααninγHβorHnovαlHinωióitorsHoβHωumñnHüñróoniüHñnωydrñsαdHstrñtαγyHñndH
αxpαrimαntñlHüonβirmñtionVH2002TH]_TH[_bbU`XZ 159

729 ‘implαTHintuitivαHüñlüulñtionsHoβHβrααHαnαrγyHoβHóindinγHβorHprotαinUliγñndHüomplαxαsVHYVHwodαlsH
witωoutHαxpliüitHüonstrñinαdHwñtαrVH2002TH]_THZ]`cUb[ 118

(2002-2002)
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728 VH2002TH 10

727 ”irtuñlH‘ürααninγHinHvαñdHnisüovαrydHkH”iαwpointVH2002THaTH_YU`Z 75

726 zrαdiütionHoβHOdruγUlikαnαssOVH2002TH_]THZ__UaY 307

725 pindinγHtωαHmolαüulαsHtoHβuαlHüωαmoγαnomiüsVH2002THYTHYZ_UYZc 5

724 ”irtuñlHsürααninγHñndHβñstHñutomñtαdHdoükinγHmαtωodsVHDrugvDiscoveryvTodayTH2002THaTH`]UaX 8.8 214

723 ”irtuñlHsürααninγHñndHβñstHñutomñtαdHdoükinγHmαtωodsVHDrugvDiscoveryvTodayTH2002THaTH`]UaX 8.8 228

722 ’ωαHpotαntiñlHoβHsntαrnαtHüomputinγHβorHdruγHdisüovαryVHDrugvDiscoveryvTodayTH2002THaTH‘ccUYX[ 8.8 5

721 ‘truüturαUóñsαdHsürααninγHñndHdαsiγnHinHdruγHdisüovαryVHDrugvDiscoveryvTodayTH2002THaTH]aYUb 8.8 62

720 ‘truüturαUóñsαdHsürααninγHoβHlowUñββinityHüompoundsVHDrugvDiscoveryvTodayTH2002THaTH_ZZUa 8.8 123

719 qridHtαüωnoloγiαsHαmpowαrinγHdruγHdisüovαryVHDrugvDiscoveryvTodayTH2002THaTH‘Ya`UbX 8.8 21

718 mωαmoprotαomiüsHñsHñHóñsisHβorHpostUγαnomiüHdruγHdisüovαryVHDrugvDiscoveryvTodayTH2002THaTHbXaUY] 8.8 45

717 –ωyHdoHwαHnααdHsoHmñnyHüωαmiüñlHsimilñrityHsαñrüωHmαtωodsiVHDrugvDiscoveryvTodayTH2002THaTHcX[UYY 8.8 375

716 vαvαrñγinγHproüαssHintαγrñtionHinHαñrlyHdruγHdisüovαryVHDrugvDiscoveryvTodayTH2002THaTH‘YbYU` 8.8 7

715 ‘truüturαUóñsαdHvirtuñlHsürααninγdHñnHovαrviαwVHDrugvDiscoveryvTodayTH2002THaTHYX]aU__ 8.8 469

714 qlossñrHvonHlαγriββαnHdαrHuomóinñtorisüωαnHmωαmiαVH2002THYY]THbc[UcX`

713 kHwαtωodH’oHsdαntiβyHñndH‘ürααnHviórñriαsHoβHquαstsH’ωñtHmomplαxHtoHñH‘yntωαtiüHrostVH2002THYY]THYX]`UYX_X 4

712 knsˆ⁄tzαHzurHlαsüωrαióunγHundH”orωαrsñγαHdαrHlindunγsñββinitˆ⁄tHniαdαrmolαkulñrαrHviγñndαnHñnH
mñkromolαkulñrαH}αzαptorαnVH2002THYY]THZa`]UZacb 34

711 kHmαtωodHtoHidαntiβyHñndHsürααnHliórñriαsHoβHγuαstsHtωñtHüomplαxHtoHñHsyntωαtiüHωostVH2002TH]YTHYXX]Ub 31
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710 kpproñüωαsHtoHtωαHdαsüriptionHñndHprαdiütionHoβHtωαHóindinγHñββinityHoβHsmñllUmolαüulαHliγñndsHtoH
mñüromolαüulñrHrαüαptorsVH2002TH]YTHZ`]]Ua` 595

709 momputñtionHoβHtωαHpωysioUüωαmiüñlHpropαrtiαsHñndHdñtñHmininγHoβHlñrγαHmolαüulñrHüollαütionsVH
2002THZ[THYaZUb[ 52

708 vαñdHdisüovαryHusinγHmolαüulñrHdoükinγVH2002TH`TH][cU]` 355

707 zrotαinUóñsαdHvirtuñlHsürααninγHoβHüωαmiüñlHdñtñóñsαsVHssVHkrαHωomoloγyHmodαlsHoβHqUzrotαinH
mouplαdH}αüαptorsHsuitñólαHtñrγαtsiVH2003TH_XTH_UZ_ 225

706 riγωUtωrouγωputHürystñlloγrñpωyHβorHlαñdHdisüovαryHinHdruγHdαsiγnVH2002THYTH]_U_] 432

705 mωαmiüñlHdñtñóñsαHtαüωniquαsHinHdruγHdisüovαryVH2002THYTHZZXUa 69

704 momóinñtoriñlHinβormñtiüsHinHtωαHpostUγαnomiüsHo}kVH2002THYTH[[aU]` 92

703 sntαγrñtionHoβHvirtuñlHñndHωiγωUtωrouγωputHsürααninγVH2002THYTHbbZUc] 615

702 ’ωrααUdimαnsionñlHmolαüulñrHdαsüriptorsHñndHñHnovαlH{‘k}HmαtωodVH2002THZYTHY`YUaX 15

701 ‘truüturαHñütivityHrαlñtionsωipHóyHxw}HñndHóyHüomputαrdHñHüompñrñtivαHstudyVH2002THYZ]THYYXa[Ub] 27

700 kHrαviαwHoβHprotαinUsmñllHmolαüulαHdoükinγHmαtωodsVH2002THY`THY_YU`` 463

699 ’owñrdsHñHnαwHñγαHoβHvirtuñlHknwoW’y—HñndHmultidimαnsionñlHdruγHdisüovαryVH2002THY`TH[bYU]XY 69

698 winiUβinγαrprintsHβorHvirtuñlHsürααninγdHdαsiγnHprinüiplαsHñndHγαnαrñtionHoβHnovαlHprototypαsHóñsαdH
onHinβormñtionHtωαoryVH2003THY]THZaU]X 23

697 ‘plinαUβittinγHwitωHñHγαnαtiüHñlγoritωmdHñHmαtωodHβorHdαvαlopinγHülñssiβiüñtionHstruüturαUñütivityH
rαlñtionsωipsVH2003TH][THYcX`UY_ 86

696 kHrαñγαntUóñsαdHstrñtαγyHβorHtωαHdαsiγnHoβHlñrγαHüomóinñtoriñlHliórñriαsdHñHprαliminñryHαxpαrimαntñlH
vñlidñtionVH2003THaTH[UY] 6

695 lindinγHsitαHüωñrñütαristiüsHinHstruüturαUóñsαdHvirtuñlHsürααninγdHαvñluñtionHoβHüurrαntHdoükinγHtoolsVH
2003THcTH]aU_a 176

694 wñrkoviñnHüωαmiüñlsHJinHsiliüoJHdαsiγnHPwk}mrUsx‘snoQTHñHpromisinγHñpproñüωHβorHüomputαrUñidαdH
molαüulñrHdαsiγnHsdHdisüovαryHoβHñntiüñnüαrHüompoundsVH2003THcTH[c_U]Xa 77

693 snβormñtionUóñsαdHmαtωodsHinHtωαHdαvαlopmαntHoβHñntipñrñsitiüHdruγsVH2003THcXH‘upplHZTH‘cYU` 6
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692 mωαmiüñlHsuóstruüturαsHinHdruγHdisüovαryVHDrugvDiscoveryvTodayTH2003THbTH_c]U`XZ 8.8 64

691 pn‘dHβlαxiólαHliγñndHñndHrαüαptorHdoükinγHwitωHñHüontinuumHsolvαntHmodαlHñndHsoβtUüorαHαnαrγyH
βunütionVH2003THZ]THY`[aU_` 86

690 ‘αlαütionHüritαriñHβorHdruγUlikαHüompoundsVH2003THZ[TH[XZUZY 288

689 kppliüñtionHoβHtωαHstoüωñstiüHtunnαlinγHmαtωodHtoHωiγωHtωrouγωputHdñtñóñsαHsürααninγVH2003TH[aXTH`bUa[ 34

688
‘ymmαtryHüonsidαrñtionsHinHwñrkoviñnHüωαmiüñlsHOinHsiliüoOHdαsiγnHPwk}mrUsx‘snoQHsdHüαntrñlH
üωirñlityHüodiβiüñtionTHülñssiβiüñtionHoβHkmoHinωióitorsHñndHprαdiütionHoβHsiγmñUrαüαptorHñntñγonistH
ñütivitiαsVH2003THZaTHZYaUZa

47

687 knñlysisHñndHoptimizñtionHoβHstruüturαUóñsαdHvirtuñlHsürααninγHprotoüolsHPYQdHαxplorñtionHoβHliγñndH
üonβormñtionñlHsñmplinγHtαüωniquαsVH2003THZZTHZ[U[X 15

686 kHwαóUóñsαdHplñtβormHβorHvirtuñlHsürααninγVH2003THZZTHaYUbZ 27

685 ’opoloγiüñlHvirtuñlHsürααninγdHñHwñyHtoHβindHnαwHñntiüonvulsñntHdruγsHβromHüωαmiüñlHdivαrsityVH2003TH
Y[THZa]cU_] 70

684 kutomñtαdHγαnαrñtionHoβHwm‘‘UdαrivαdHpωñrmñüopωoriüHnymuHsitαHpointsHβorHsαñrüωinγH
multiüonβormñtionHdñtñóñsαsVH2003TH_YTHYbcUZXZ 35

683 ‘wsvsldH}ñpidHkssαmólyHoβHmomóinñtoriñlHviórñriαsHinH‘wsvo‘HxotñtionVH2003THZZTHaYcUaZY 28

682 xuülαñrHωormonαHrαüαptorHtñrγαtαdHvirtuñlHsürααninγVH2003TH]`TH[X]_U_c 155

681 wolαüulñrHrαüoγnitionHñndHdoükinγHñlγoritωmsVH2003TH[ZTH[[_Ua[ 543

680 ovñluñtionHoβHsimilñrityHmαñsurαsHβorHsαñrüωinγHtωαHdiütionñryHoβHnñturñlHproduütsHdñtñóñsαVH2003TH
][TH]]cU_a 45

679 kppliüñtionsVH]baU`ZZ 2

678 zωñrmñüopωorαHβαñturαsHdistrióutionsHinHdiββαrαntHülñssαsHoβHüompoundsVH2003TH][THY_]ZU_Z 19

677 [nUpωñrmñüopωorαsHoβHβlñvonoidHóindinγHñtHtωαHóαnzodiñzαpinαHqklkPkQHrαüαptorHsitαHusinγH
]nU{‘k}HñnñlysisVH2003TH][TH[Z]U[` 44

676 monsidαrñtionHoβHmolαüulñrHwαiγωtHdurinγHüompoundHsαlαütionHinHvirtuñlHtñrγαtUóñsαdHdñtñóñsαH
sürααninγVH2003TH][THZ`aUaZ 128

675 }ñtionñlHdαsiγnHoβHñnHindolαóutñnoiüHñüidHdαrivñtivαHñsHñHnovαlHñldosαHrαduütñsαHinωióitorHóñsαdHonH
doükinγHñndH[nH{‘k}HstudiαsHoβHpωαnαtωylñminαHdαrivñtivαsVH2003TH]`TH_`YcUZa 28
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674 kHüonsαnsusHnαurñlHnαtworkUóñsαdHtαüωniquαHβorHdisüriminñtinγHsoluólαHñndHpoorlyHsoluólαH
üompoundsVH2003TH][TH`a]Uc 55

673 ‘urβlαxdHβullyHñutomñtiüHβlαxiólαHmolαüulñrHdoükinγHusinγHñHmolαüulñrHsimilñrityUóñsαdHsαñrüωHαnγinαVH
2003TH]`TH]ccU_YY 1063

672 ’ñutomαrismHinHüomputαrUñidαdHdruγHdαsiγnVH2003THZ[TH[`YUaY 94

671 yvαrviαwHonHriγωU’ωrouγωputH‘ürααninγVH2003THZZTHcV]VY

670 mωpptαrH[XVH}αüαntHñdvñnüαsHinHvirtuñlHliγñndHsürααninγVH2003TH[bTH[X_U[Y] 8

669 mompñrisonHoβHwv}THzv‘HñndHqkUwv}HinH{‘k}HñnñlysisVH2003THY]TH][[U]_ 73

668 mωñptαrHYH}olαHoβHóioñnñlysisHinHpωñrmñüαutiüñlHdruγHdαvαlopmαntVH2003TH_THYU]X

667 snHsiliüoHtoolsHβorHdruγHñósorptionHprαdiütionVH2003THYTHY[[UY]b 3

666 mompñrisonHoβHrñnkinγHmαtωodsHβorHvirtuñlHsürααninγHinHlαñdUdisüovαryHproγrñmsVH2003TH][TH]`cUa] 75

665 riγωUtωrouγωputHsürααninγHtαüωnoloγiαsVH2003THaYUb_ 5

664 ‘toüωñstiüHoptimizñtionHmαtωodsHβorHstruüturαHprαdiütionHoβHóiomolαüulñrHnñnosüñlαHsystαmsVH2003TH
Y]THYY`YUYY`a 11

663 ’ωαorαtiüñlHpropαrtyHprαdiütionsVH2003TH[THYYaYUcZ 51

662 ”irtuñlHsürααninγHoβHvirtuñlHliórñriαsVH2003TH]YTH`YUca 31

661 wolαüulñrHnoükinγHinH‘truüturαUlñsαdHnαsiγnVH2003TH]YaU]_Z

660 VH2003TH 5

659 ’otñlHñndHvoüñlH{uñdrñtiüHsndiüαsHoβHtωαHwolαüulñrHzsαudoγrñpωOsHktomHkdjñüαnüyHwñtrixdH
kppliüñtionsHtoHtωαHzrαdiütionHoβHzωysiüñlHzropαrtiαsHoβHyrγñniüHmompoundsVH2003THbTH`baUaZ` 68

658 ’otñlHñndHvoüñlH{uñdrñtiüHsndiüαsHoβHtωαHâ��wolαüulñrHzsαudoγrñpωâ��sHktomHkdjñüαnüyHwñtrixâ��VH
kppliüñtionHtoHzrαdiütionHoβHmñüoUZHzαrmαñóilityHoβHnruγsVH2003TH]TH_YZU_[` 48

657 ‘’}k’oqso‘HsxH’roH‘ok}mrHpy}Hxo–HvoknHmywzy“xn‘Hy}Hy}sqsxkvH–y}usxqHrYzy’ro‘o‘VH
2003TH`cUbc 2
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656 ’ñrγαtHpñmilyUnirαütαdHwñstαrkαysHinHmωαmoγαnomiüsVH2004TH_U]Y 2

655 VH2004TH 28

654 kHmωαmiüñlHqαnomiüsHkpproñüωHβorHsonHmωñnnαlHwodulñtorsVH2004THZZYUZ]Z 3

653 ktomTHñtomUtypαTHñndHtotñlHlinαñrHindiüαsHoβHtωαHJmolαüulñrHpsαudoγrñpωOsHñtomHñdjñüαnüyHmñtrixJdH
ñppliüñtionHtoH{‘z}W{‘k}HstudiαsHoβHorγñniüHüompoundsVH2004THcTHYYXXUZ[ 52

652 ”irtuñlHsürααninγHβorHkinñsαHtñrγαtsVH2004THYYTH`c[UaXa 64

651 zrαdiütinγHmolαüulñrHintαrñütionsHinHsiliüodHsVHkHγuidαHtoHpωñrmñüopωorαHidαntiβiüñtionHñndHitsH
ñppliüñtionsHtoHdruγHdαsiγnVH2004THYYTHaYUcX 114

650 sntαγrñtionHoβHvirtuñlHsürααninγHintoHtωαHdruγHdisüovαryHproüαssVH2004TH]THYX_[U`_ 13

649 }αüαntHdαvαlopmαntHñndHñppliüñtionHoβHvirtuñlHsürααninγHinHdruγHdisüovαrydHñnHovαrviαwVH2004THYXTHYXYYU[[ 158

648 }k’syxkvHno‘sqxHypHkn”kxmonHwk’o}skv‘dHyzzy}’“xs’so‘HsxHwk’o}skv‘H}o‘ok}mrVH2004TH
][TH]bYU]bb

647 xαwHlαñdHγαnαrñtionHstrñtαγiαsHβorHprotαinHkinñsαHinωióitorsHUHβrñγmαntHóñsαdHsürααninγH
ñpproñüωαsVH2004TH]TH[XYUYY 31

646 noükinγHñndHsüorinγHinHvirtuñlHsürααninγHβorHdruγHdisüovαrydHmαtωodsHñndHñppliüñtionsVH2004TH[THc[_U]c 2083

645 ’ωαHmñnyHrolαsHoβHüomputñtionHinHdruγHdisüovαryVH2004TH[X[THYbY[Ub 1088

644 o‘zdHñHmαtωodHtoHprαdiütHtoxiüityHñndHpωñrmñüoloγiüñlHpropαrtiαsHoβHüωαmiüñlsHusinγHmultiplαH
wmk‘oHdñtñóñsαsVH2004TH]]THaX]UY_ 37

643 ‘imilñrityHsαñrüωinγHoβHüωαmiüñlHdñtñóñsαsHusinγHñtomHαnvironmαntHdαsüriptorsHPwyvz}sx’HZnQdH
αvñluñtionHoβHpαrβormñnüαVH2004TH]]THYaXbUYb 265

642 wolαüulñrHsimilñrityHsαñrüωinγHusinγHñtomHαnvironmαntsTHinβormñtionUóñsαdHβαñturαHsαlαütionTHñndH
ñHnñˆflvαHlñyαsiñnHülñssiβiαrVH2004TH]]THYaXUb 226

641
’ywymywnUmk}nnTHñHnovαlHñpproñüωHβorHüomputαrUñidαdHOrñtionñlOHdruγHdαsiγndHsVH’ωαorαtiüñlHñndH
αxpαrimαntñlHñssαssmαntHoβHñHpromisinγHmαtωodHβorHüomputñtionñlHsürααninγHñndHinHsiliüoHdαsiγnH
oβHnαwHñntωαlmintiüHüompoundsVH2004THYbTH`Y_U[]

54

640 ‘trñtαγiαsHβorHtωαHdαsiγnHoβHinωióitorsHoβHñldosαHrαduütñsαTHñnHαnzymαHsωowinγHpronounüαdH
induüαdUβitHñdñptñtionsVH2004TH`YTHab[Uc[ 33

639 ”irtuñlHsürααninγHβorHinωióitorsHoβHωumñnHñldosαHrαduütñsαVH2004TH__THbY]UZ[ 43
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638 kHminimñlistHñpproñüωHtoHβrñγmαntUóñsαdHliγñndHdαsiγnHusinγHüommonHrinγsHñndHlinkαrsdHñppliüñtionH
toHkinñsαHinωióitorsVH2004TH_aTH[`U_X 21

637 ‘tñtusHoβHr’‘HnñtñHwininγHkpproñüωαsVH2004THZ[THZXaUZY[ 29

636 pluütuñtionHñnñlysisHñndHñüüurñüyHoβHñHlñrγαUsüñlαHinHsiliüoHsürααnVH2004THZ_THY_`bUa_ 12

635 ’ωαHsiγnñturαHmolαüulñrHdαsüriptorVH[VHsnvαrsαUquñntitñtivαHstruüturαUñütivityHrαlñtionsωipHoβHsmkwUYH
inωióitoryHpαptidαsVH2004THZZTHZ`[Ua[ 72

634 viγñndHidαntiβiüñtionHβorHqUprotαinUüouplαdHrαüαptorsdHñHlαñdHγαnαrñtionHpαrspαütivαVH2004THbTHZbaUc` 40

633 smpñütHoβHrαüαptorHüonβormñtionHonHinHsiliüoHsürααninγHpαrβormñnüαVH2004TH[cXTH_XXU_X_ 14

632 }αñsoninγHñóoutHmolαüulñrHsimilñrityHñndHpropαrtiαsVH2004THZ``Uaa 4

631 nruγUlikαHñnnotñtionHñndHdupliüñtαHñnñlysisHoβHñHZ[UsuppliαrHüωαmiüñlHdñtñóñsαHtotñllinγHZVaHmillionH
üompoundsVH2004TH]]TH`][U_Y 120

630 sdαntiβiüñtionHoβHnonUpωospωñtαUüontñininγHsmñllHmolαüulñrHwαiγωtHinωióitorsHoβHtωαHtyrosinαHkinñsαH
p_`HvükH‘rZHdomñinHviñHinHsiliüoHsürααninγHñγñinstHtωαHpYHSH[HóindinγHsitαVH2004TH]aTH[_XZUYY 57

629 wolαüulñrHsurβñüαHpointHαnvironmαntsHβorHvirtuñlHsürααninγHñndHtωαHαluüidñtionHoβHóindinγHpñttαrnsH
Pwyvz}sx’H[nQVH2004TH]aTH`_`cUb[ 46

628 sdαntiβiüñtionHoβHnovαlHpñrñsitiüHüystαinαHprotαñsαHinωióitorsHusinγHvirtuñlHsürααninγVHYVH’ωαH
mωαmlridγαHdñtñóñsαVH2004TH]aTH``XcUY_ 93

627 mωñrñütαristiüHpωysiüñlHpropαrtiαsHñndHstruüturñlHβrñγmαntsHoβHmñrkαtαdHorñlHdruγsVH2004TH]aTHZZ]U[Z 326

626 zrαdiütinγHprotαinUliγñndHóindinγHñββinitiαsdHñHlowHsüorinγHγñmαiVH2004THZTH[Z`aUa[ 46

625 nruγHnisüovαryTHnαsiγnTHñndHnαvαlopmαntVH2004THaUYZX 4

624 viγñndUóñsαdHstruüturñlHωypotωαsαsHβorHvirtuñlHsürααninγVH2004TH]aTHc]aU`Y 167

623 ”irtuñlHsürααninγHoβHωumñnH_UñminoimidñzolαU]UüñróoxñmidαHrióonuülαotidαHtrñnsβormylñsαH
ñγñinstHtωαHxmsHdivαrsityHsαtHóyHusαHoβHkutonoükHtoHidαntiβyHnovαlHnonβolñtαHinωióitorsVH2004TH]aTH``bYUcX 59

622 sntαγrñtinγHvirtuñlHsürααninγHinHlαñdHdisüovαryVH2004THbTH[]cU_b 214

621 riγωUtωrouγωputHmodαlinγHoβHωumñnHqUprotαinHüouplαdHrαüαptorsdHñminoHñüidHsαquαnüαHñliγnmαntTH
tωrααUdimαnsionñlHmodαlHóuildinγTHñndHrαüαptorHliórñryHsürααninγVH2004TH]]THYY`ZUa` 76

(2004-2004)
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620 xαwHzñrñdiγmsHinHnruγHnαsiγnHñndHnisüovαryVH2004THYTH``[U`bY

619 ”irtuñlHmompoundHviórñriαsHñndHwolαüulñrHwodαlinγVH2004THa`YUab[

618 ’ωαorαtiüñlHzropαrtyHzrαdiütionsVH2005THZTH_]_U_aX

617 riγωU’ωrouγωputHplowHmytomαtryVH2005THYb_UZZ`

616 nruγHnisüovαrydH‘mñllHwolαüulαHnruγsVH2005TH][Ua]

615 mωñptαrHYZH‘truüturαUlñsαdHvαñdHyptimizñtionVH2005THY`cUYb[ 2

614 ”irtuñlH‘ürααninγVH2005TH[UZ] 6

613 ‘truüturαUóñsαdHdisüovαryHoβHωumñnHvUxylulosαHrαduütñsαHinωióitorsHβromHdñtñóñsαHsürααninγHñndH
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tωαirHóoronHdiβluoridαHüomplαxαsVH2012TH`YTHabUcX 3
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386 riγωHtωrouγωputHvirtuñlHsürααninγHwitωHdñtñHlαvαlHpñrñllαlismHinHmultiUüorαHproüαssorsVH2012TH

385 ”irtuñlHdruγHsürααnHsüωαmñHóñsαdHonHmultiviαwHsimilñrityHintαγrñtionHñndHrñnkinγHñγγrαγñtionVH
2012TH_ZTHb[]U][ 14

384 qoinγHβurtωαrHtωñnHvipinskiOsHrulαHinHdruγHdαsiγnVH2012THaTHccUYXa 91

383 nruγUlikαnαssHñnñlysisHoβHtrñditionñlHmωinαsαHmαdiüinαsdHprαdiütionHoβHdruγUlikαnαssHusinγHmñüωinαH
lαñrninγHñpproñüωαsVH2012THcTHZba_Ub` 88

382 pinγαrprintHdαsiγnHñndHαnγinααrinγHstrñtαγiαsdHrñtionñlizinγHñndHimprovinγHsimilñrityHsαñrüωH
pαrβormñnüαVH2012TH]THYc]_U_c 14

381 ”irtuñlHüompoundHsürααninγHinHdruγHdisüovαryVH2012TH]TH_c[U`XZ 39

380 momputñtionñlHnruγHnisüovαryHñndHnαsiγnVH2012TH 19

379 viγñndHñndH‘truüturαUlñsαdHzωñrmñüopωorαHwodαlinγHβorHtωαHnisüovαryHoβHzotαntiñlHrumñnHrxw’H
snωióitorsVH2012THcTHYaUZc 2

378 viγñndUóñsαdHvirtuñlHsürααninγHusinγHlñyαsiñnHinβαrαnüαHnαtworkHñndHrαwαiγωtαdHβrñγmαntsVH2012TH
ZXYZTH]YXcY] 14

377 sdαntiβyinγHmultiplαUtñrγαtHliγñndsHviñHüomputñtionñlHüωαmoγαnomiüsHñpproñüωαsVH2012THYZTHY[`[Ua_ 6

376 ostñólisωαdHñndHαmαrγinγHtrαndsHinHüomputñtionñlHdruγHdisüovαryHinHtωαHstruüturñlHγαnomiüsHαrñVH
2012THYcTHZcU]Y 54

375 qαnαrñtionHoβHrαüαptorHstruüturñlHαnsαmólαsHβorHvirtuñlHsürααninγHusinγHóindinγHsitαHsωñpαHñnñlysisH
ñndHülustαrinγVH2012THbXTHYbZUc[ 62

374 sdαntiβiüñtionHoβHnovαlTHlαssHtoxiüHz’zUvk}HinωióitorsHusinγHinHsiliüoHstrñtαγiαsdHpωñrmñüopωorαH
modαlinγTH‘knwo’UóñsαdHvirtuñlHsürααninγHñndHdoükinγVH2012THYbTHYbaUZXY 7

373 knHinHsiliüoHvirtuñlHsürααninγHstudyHβorHtωαHdαsiγnHoβHnorovirusHinωióitorsdHβrñγmαntUóñsαdHmolαüulñrH
doükinγHñndHóindinγHβrααHαnαrγyHüñlüulñtionsVH2013TH[abTHY[[Ub 5

372 sdαntiβiüñtionHoβHpotαntiñlHóivñlαntHinωióitorsHβromHnñturñlHüompoundsHβorHñüαtylüωolinαstαrñsαH
tωrouγωHinHsiliüoHsürααninγHusinγHmultiplαHpωñrmñüopωorαsVH2013TH]XTHaZUc 7

371 momputñtionñlHmαtωodsHβorHdruγHdαsiγnHñndHdisüovαrydHβoüusHonHmωinñVH2013TH[]TH_]cU_c 52

370 zrotαinHnoükinγHzroólαmHñsHmomóinñtoriñlHyptimizñtionH“sinγHlαtñUmomplαxVH2013THZ`b_UZa]X 0

369 nαvαlopmαntHñndHαvñluñtionHoβHñnHintαγrñtαdHvirtuñlHsürααninγHstrñtαγyHóyHüomóininγHmolαüulñrH
doükinγHñndHpωñrmñüopωorαHsαñrüωinγHóñsαdHonHmultiplαHprotαinHstruüturαsVH2013TH_[THZa][U_` 53
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368 wñüωinαHlαñrninγHóñsαdHsαñrüωHspñüαHoptimisñtionHβorHdruγHdisüovαryVH2013TH 5

367 yptimizñtionHoβHmolαüulñrHdoükinγHsüorαsHwitωHsupportHvαütorHrñnkHrαγrαssionVH2013THbYTHY[b`Ucb 11

366 kdvñnüαdH’αüωnoloγiαsHβorHwñnñγinγHsnsαütHzαstsVH2013TH 1

365 prñγmαntUlñsαdHnαsiγnHoβHpoüusαdHmompoundHviórñriαsVH2013TH[]cU[aY 2

364 ritHñndHvαñdHsdαntiβiüñtionHβromHprñγmαntsVH2013THY][UZXX 1

363 mopinγHwitωHmomóinñtoriñlH‘pñüαHinHwolαüulñrHnαsiγnVH2013TH[Z_U[]a 3

362 wultioójαütivαHnαHxovoHnαsiγnHoβH‘yntωαtiüñllyHküüαssiólαHmompoundsVH2013THZ`aUZb_ 5

361 ostimñtionHoβHtωαHsizαHoβHdruγUlikαHüωαmiüñlHspñüαHóñsαdHonHqnlUYaHdñtñVH2013THZaTH`a_Uc 184

360 knHintαγrñtαdHvirtuñlHsürααninγHñpproñüωHβorH”oqp}UZHinωióitorsVH2013TH_[TH[Y`[Uaa 38

359 nisüovαryHoβHnovαlHüωαmoαββαütorsHñndHrñtionñlHdαsiγnHoβHosüωαriüωiñHüoliHüωαmorαüαptorH
spαüiβiüityVH2013THYYXTHY`bY]Uc 34

358 ”irtuñlHsürααninγHoβHαlαütronHñüüαptorHmñtαriñlsHβorHorγñniüHpωotovoltñiüHñppliüñtionsVH2013THY_THYX_XZc 20

357 pzqkUlñsαdH”irtuñlH‘ürααninγHküüαlαrñtionHoβH}iγidUwolαüulαHnoükinγVH2013THY_TH`]UaZ

356 wodαlsHβorHtωαHprαdiütionHoβHzzk}sHñγonistiüHñütivityHoβHindñnylñüαtiüHñüidsVH2013THZZTH[ZY[U[ZZb 3

355 xαwHmolαüulñrHsüñββoldsHβorHtωαHdαsiγnHoβHklzωαimαrâ��sHñüαtylüωolinαstαrñsαHinωióitorsHidαntiβiαdH
usinγHliγñndUHñndHrαüαptorUóñsαdHvirtuñlHsürααninγVH2013THZZTHZ[ZbUZ[]_ 28

354 }αüαntHñdvñnüαsHinHprotαñsomαHinωióitorHdisüovαryVH2013THbTH_[aU`b 10

353 kdvñnüαdH’αüωnoloγiαsHβorHwñnñγinγHsnsαütHzαstsdHknHyvαrviαwVH2013THYUYY 1

352 ”αryHlñrγαHvirtuñlHüompoundHspñüαsdHüonstruütionTHstorñγαHñndHutilityHinHdruγHdisüovαryVH2013THYXTHα[baUc] 12

351 ”irtuñlH‘ürααninγHwαtωodsVH2013TH]b[U_X_
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350 nisüovαryHoβHóαnzñmidαHñnñloγsHñsHnαγñtivαHñllostαriüHmodulñtorsHoβHωumñnHnαuronñlHniüotiniüH
rαüαptorsdHpωñrmñüopωorαHmodαlinγHñndHstruüturαUñütivityHrαlñtionsωipHstudiαsVH2013THZYTH]a[XU][ 6

349 nisüovαryHoβH}ωoUkinñsαHinωióitorsHóyHdoükinγUóñsαdHvirtuñlHsürααninγVH2013THcTHY_YYUZY 46

348 lioturóoHsimilñrityHsαñrüωinγdHüomóininγHüωαmiüñlHñndHóioloγiüñlHsimilñrityHtoHdisüovαrHstruüturñllyH
divαrsαHóioñütivαHmolαüulαsVH2013TH_[TH`cZUaX[ 43

347 kutomñtαdHmolαüulαHαditinγHinHmolαüulñrHdαsiγnVH2013THZaTH`__U`] 9

346 kdvñnüαdH‘ürααninγHtoHsdαntiβyHxovαlHzαstiüidαsVH2013THY[_UY`[ 2

345 }αsαñrüωHonHmñlüulñtionHoβHwolαüulñrHmonnαütivityHsndαxVH2013TH[X[U[X`THZ`aYUZ`a] 1

344 oxplorñtionHoβHvirtuñlHüñndidñtαsHβorHωumñnHrwqUmokHrαduütñsαHinωióitorsHusinγHpωñrmñüopωorαH
modαlinγHñndHmolαüulñrHdynñmiüsHsimulñtionsVH2013THbTHαb[]c` 12

343 kH}αviαwHoβHmomputñtionñlH’oolsHβorHnαsiγninγHnruγsH“sαdHóyHqαnαrñlHzrñütitionαrsVH2014THXZTH

342 momposinγHüompoundHliórñriαsHβorHωitHdisüovαryUUrñtionñlityUdrivαnHprαsαlαütionHorHrñndomHüωoiüαH
óyHstruüturñlHdivαrsityiVH2014TH`THZX_aUaZ 14

341 mωñllαnγαsHinHnαsiγninγH’ωαrñpαutiüHkγαntsHβorH’rαñtinγHklzωαimαrâ��sHnisαñsαUβromH‘αrαndipityHtoH
}ñtionñlityVH2014TH]XUY]Y 7

340 αwñtüω‘itαdHsαquαnüαHordαrUindαpαndαntHstruüturαHñliγnmαntsHoβHliγñndHóindinγHpoükαtsHinHprotαinH
modαlsVH2014THYXTHαYXX[bZc 23

339 ‘truüturñlHqαnomiüsHñndHnruγHnisüovαryVH2014TH 3

338 ‘truüturαHmodαlinγHñndHωyóridHvirtuñlHsürααninγHstudyHoβHklzωαimαrâ��sHñssoüiñtαdHprotαñsαHkñllikrαinH
bHβorHtωαHidαntiβiüñtionHoβHnovαlHinωióitorsVH2014THZ[TH[_Y`U[_Za 3

337  sxmliükdHñHdñtñóñsαHoβHY`HmillionHnovαlTHpñtαntñólαTHñndHrαñdilyHsyntωαsizñólαHYT]UdisuóstitutαdH
triñzolαsVH2014TH_]TH[c`U]X` 17

336 vαñdHnisüovαryHñndHvαñdHwodiβiüñtionVH2014THYcUYZZ 5

335 zωñrmñüopωorαHmodαlinγHtαüωniquαHñppliαdHβorHtωαHdisüovαryHoβHprotαñsomαHinωióitorsVH2014THcTHc[YU][ 5

334 zotαntHñnγiotαnsinUüonvαrtinγHαnzymαHinωióitoryHtripαptidαsHidαntiβiαdHóyHñHüomputαrUóñsαdH
ñpproñüωVH2014TH_[THZX`UZYY 6

333 nisüovαryHoβHnovαlHinωióitorsHtñrγαtinγHtωαHmñüropωñγαHmiγrñtionHinωióitoryHβñütorHviñH
struüturαUóñsαdHvirtuñlHsürααninγHñndHóioñssñysVH2014TH_aTH[a[aU]_ 61
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332 kHüomputñtionñlHñpproñüωHtoHαnzymαHdαsiγndHprαdiütinγHˇ�UñminotrñnsβαrñsαHüñtñlytiüHñütivityHusinγH
doükinγHñndHwwUql‘kHsüorinγVH2014TH_]THZ[[]U]` 62

331 momputαrHóñsαdHsürααninγHβorHnovαlHinωióitorsHñγñinstH”iórioHüωolαrñαHusinγHxmsHdivαrsityHsαtUssdHñnH
ñltαrnñtivαHñpproñüωHóyHtñrγαtinγHtrñnsüriptionñlHñütivñtorH’ox’VH2014TH`THYXbUYa 6

330 kssαssinγHñnHαnsαmólαHdoükinγUóñsαdHvirtuñlHsürααninγHstrñtαγyHβorHkinñsαHtñrγαtsHóyHüonsidαrinγH
protαinHβlαxióilityVH2014TH_]THZ``]Uac 79

329 mondorüαtHñndHóordñHüountHβusionHmαtωodHβorHliγñndUóñsαdHvirtuñlHsürααninγVH2014TH`THYc 13

328 wolpωαrdHñHsoβtwñrαHβrñmαworkHβorHsystαmñtiüHüωαmiüñlHspñüαHαxplorñtionVH2014TH`THa 24

327
zYHñndHzYOHpñrñUβluoroHpωαnylHγroupsHsωowHαnωñnüαdHóindinγHñndHβñvorñólαHprαdiütαdH
pωñrmñüoloγiüñlHpropαrtiαsdHstruüturαUóñsαdHvirtuñlHsürααninγHoβHαxtαndαdHlopinñvirHñnñloγsH
ñγñinstHmultiUdruγHrαsistñntHrs”UYHprotαñsαVH2014TH]aTHYbUZ]

3

326 momputαrUñidαdHsürααninγHoβHsolvαntsHβorHoptimñlHrαñütionHrñtαsVH2014THYY_THY`aUYa` 8

325 ’rñditionñlHmωinαsαHωαrósHñsHüωαmiüñlHrαsourüαHliórñryHβorHdruγHdisüovαryHoβHñntiUinβαütivαHñndH
ñntiUinβlñmmñtoryVH2014THY__TH_bcUcb 20

324 }inγU‘ystαmUlñsαdHoxωñustivαH‘truüturαHqαnαrñtionHβorHsnvαrsαU{‘z}W{‘k}VH2014TH[[THa`]Uab 20

323 VH2015TH 2

322 UHsmpliüitH‘olvñtionHwαtωodsHinHtωαH‘tudyHoβHviγñndâ��zrotαinHsntαrñütionsVH2015THZ``UZcY

321 nisüovαryHoβHxovαlH}ymuYHsnωióitorsHviñHsntαγrñtαdH”irtuñlH‘ürααninγH‘trñtαγyHñndHlioñssñysVH2015TH
_THY`a]c 25

320 kH{uñntumUlñsαdH‘imilñrityHwαtωodHinH”irtuñlH‘ürααninγVH2015THZXTHYbYXaUZa 16

319 VH2015TH 2

318 ’ωαHñppliüñtionHoβHinHsiliüoHdruγUlikαnαssHprαdiütionsHinHpωñrmñüαutiüñlHrαsαñrüωVH2015THb`THZUYX 190

317 wolαüulñrHdynñmiüsHsimulñtionsHñndHstñtistiüñlHüouplinγHñnñlysisHoβHqzsYZHinHvVHmñjordHβunütionñlH
üoUαvolutionHñndHüonsαrvαdnαssHrαvαñlsHpotαntiñlHdruγUtñrγαtHsitαsVH2015THYYTHc_bU`b 4

316 –ωαnHdruγHdisüovαryHmααtsHwαóHsαñrüωdHvαñrninγHtoH}ñnkHβorHliγñndUóñsαdHvirtuñlHsürααninγVH2015TH
aTH_ 20

315 ‘truüturñlHdivαrsityHñndHpotαnüyHrñnγαHdistrióutionHoβHsüñββoldsHβromHüompoundsHñütivαHñγñinstH
üurrαntHpωñrmñüαutiüñlHtñrγαtsVH2015THaTHYYYUZZ 3
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314 ”irtuñlH‘ürααninγHñndHlioloγiüñlH”ñlidñtionHoβHxovαlHsnβluαnzñH”irusHzkHondonuülαñsαHsnωióitorsVH
2015TH`THb``UaY 25

313 vi‘imkdHkH‘oβtwñrαHβorHviγñndUlñsαdH”irtuñlH‘ürααninγHñndHstsHkppliüñtionHβorHtωαHnisüovαryHoβH
lutyrylüωolinαstαrñsαHsnωióitorsVH2015TH__THY_ZYUb 46

312 wultistñγαHvirtuñlHsürααninγHñndHidαntiβiüñtionHoβHnovαlHrs”UYHprotαñsαHinωióitorsHóyHintαγrñtinγH
‘”wTHsωñpαTHpωñrmñüopωorαHñndHdoükinγHmαtωodsVH2015THYXYTH]XcUYb 20

311 prñγmαntHvirtuñlHsürααninγHóñsαdHonHlñyαsiñnHüñtαγorizñtionHβorHdisüovαrinγHnovαlH”oqp}UZH
süñββoldsVH2015THYcTHbc_UcY[ 13

310 kHxovαlH‘üorinγHlñsαdHnistrióutαdHzrotαinHnoükinγHkppliüñtionHtoHsmprovαHonriüωmαntVH2015THYZTHY]`]Uc 9

309 nruγHnisüovαryHñndHnαvαlopmαntVH2015THYU[] 8

308 zrαdiütinγHkdsorptionHkββinitiαsHoβH‘mñllHwolαüulαsHonHmñróonHxñnotuóαsH“sinγHwolαüulñrH
nynñmiüsH‘imulñtionVH2015THcTHYYa`YUa] 63

307 xαtworkHñndHsystαmsHóioloγydHαssαntiñlHstαpsHinHvirtuñlisinγHdruγHdisüovαryHñndHdαvαlopmαntVH2015TH
Y_TH[[U]X 15

306 ‘truüturαUkütivityH}αlñtionsωipsHñndHkntiUinβlñmmñtoryHkütivitiαsHoβHxUmñróñmotωioylβormñmidαH
knñloγuαsHñsHwspH’ñutomαrñsαHsnωióitorsVH2015TH__THYcc]UZXX] 5

305 ”irtuñlHsürααninγHstrñtαγiαsdHrαüαntHñdvñnüαsHinHtωαHidαntiβiüñtionHñndHdαsiγnHoβHñntiUüñnüαrHñγαntsVH
2015THaYTH`]UaX 33

304 ‘truüturαHóñsαdHvirtuñlHsürααninγHtoHdisüovαrHputñtivαHdruγHüñndidñtαsdHnαüαssñryHüonsidαrñtionsH
ñndHsuüüαssβulHüñsαHstudiαsVH2015THaYTHY[_U]_ 40

303 zrotαinHstruüturαHprαdiütionHprovidαsHüompñrñólαHpαrβormñnüαHtoHürystñlloγrñpωiüHstruüturαsHinH
doükinγUóñsαdHvirtuñlHsürααninγVH2015THaYTHaaUb] 22

302 wolαüulñrHwodαlinγHoβHzrotαinsVH2015TH 6

301 riαrñrüωiüñlHvirtuñlHsürααninγHñpproñüωαsHinHsmñllHmolαüulαHdruγHdisüovαryVH2015THaYTHZ`U[a 90

300 snUsiliüoHñnñlysisHoβHrióoswitüωHoβHxoüñrdiñHβñrüiniüñHβorHdαsiγnHoβHitsHinωióitorsHñndHpωñrmñüopωorαsVH
2016THcTHZ`Y 2

299 snH‘iliüoHzrαdiütionHoβHmytoüωromαHz]_XUnruγHsntαrñütiondH{‘k}sHβorHmYz[k]HñndHmYzZmcVH2016THYaTH 38

298 kdñptinγHnoüumαntH‘imilñrityHwαñsurαsHβorHviγñndUlñsαdH”irtuñlH‘ürααninγVH2016THZYTH]a` 11

297 ‘truüturαUlñsαdH”irtuñlH‘ürααninγHβorHnopñminαHnZH}αüαptorHviγñndsHñsHzotαntiñlHkntipsyüωotiüsVH
2016THYYTHaYbUZc 33
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296 }ñtionñlHritHqαnαrñtionVH2016THY_cUYbZ

295 ‘wU’pdHkHstruüturñlHdñtñóñsαHoβHsmñllHmolαüulαUtrñnsüriptionHβñütorHüomplαxαsVH2016TH[aTHY__cU`] 2

294 kHposαHprαdiütionHñpproñüωHóñsαdHonHliγñndH[nHsωñpαHsimilñrityVH2016TH[XTH]_aU`c 13

293 monstruütinγHñndH”ñlidñtinγHriγωUzαrβormñnüαHwsomU‘”wHwodαlsHinH”irtuñlH‘ürααninγHβorHuinñsαsdH
kHlαttαrH–ñyHβorHkütivαsHnisüovαryVH2016TH`THZ]bYa 47

292 }αpositioninγHorγñnoωñloγαnHdruγsdHñHüñsαHstudyHβorHidαntiβiüñtionHoβHpotαntHlU}ñβH”`XXoH
inωióitorsHviñHdoükinγHñndHóioñssñyVH2016TH`TH[YXa] 20

291 mountinγHonHnñturñlHproduütsHβorHdruγHdαsiγnVH2016THbTH_[YU]Y 592

290 smprovαdHposαHñndHñββinityHprαdiütionsHusinγHdiββαrαntHprotoüolsHtñilorαdHonHtωαHóñsisHoβHdñtñH
ñvñilñóilityVH2016TH[XTHbYaUbZb 3

289 zvUzñtüω‘urβαrZdHsmprovαdHvoüñlH‘urβñüαHwñtüωinγUlñsαdH”irtuñlH‘ürααninγHwαtωodH’ωñtHssH
’olαrñntHtoH’ñrγαtHñndHviγñndH‘truüturαH”ñriñtionVH2016TH_`THY`a`UcY 17

288 zrospαütivαHαvñluñtionHoβHsωñpαHsimilñrityHóñsαdHposαHprαdiütionHmαtωodHinHn[}HqrñndHmωñllαnγαH
ZXY_VH2016TH[XTH`b_U`c[ 10

287 ‘oβtwñrαHñndH–αóH}αsourüαsHβorHmomputαrUkidαdHwolαüulñrHwodαlinγHñndHnruγHnisüovαryVH2016TH[[Ucc 3

286 [}inγUsystαmUóñsαdHmωαmiüñlH‘truüturαHonumαrñtionHβorHdαHxovoHnαsiγnáVH2016THY[`THYXYU` 1
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