AutoDock{EFA<=a7JL (2010.06.15 KS5{ERK)

1) &R

ZDIX=a7ILIEWindowsTIToRELTHERRL TLVET,
MacTEHRILESICTNIXEKIETT TETHA. EEDHLDNMVEBT A, & T HELIZSY,

AutodockZ AT EEZITH =BT 7AIVEERLTZY  VIMES Do A—R T 5T ENHYET .
ZOBRIEUT2REZSLT FoTLIEEN, THVNEYTINEAELNTT,

i) I7MIVAITBAREFEIL

FILIZRYEIFEFERLTLEESWD, FARAR—Z [- (A7) T (Fyb)IBEREZIETY,

[ (PR —\—)]IFKRELEXTT,

i) 274 IV DORFEFMOERICHLARERLE

B2 ET ROy T2 EZRFSEFT AT C:¥Documents and Settings¥ A B f1#Y TR Iy T |
EEBDTNTHELFET  EEICERELZVDILCFSATODF AT DETTY,
DRSATDETEED¥ GO THEHYEE A. DFSATDETIZIAutoDock %G E DT+ ILE %
ERL . AutoDockBEfRD I7 AL, T—RE TR TEIIRET HLIICTTHEVLNERVET,

2) AutodockD1=HIZF o O—KLEWNEWNTELNED

i) autodock4.exe. autogrid4.exe

4 - Goagle WA
@ - autodocks

v |Edsearch | & Total Protection

=T

w7 mE Bl Za-=2 £ Gmal Zdffi v

GO ( :gle autodockd R

921,000 4 (0.30 #) tEAI A
s -
‘_ TRT bob BRRD—DLITERE (ELEETRRNSTRERETTET)
b #E
v Lo rBE autodockd DEFHIEIE
j AutoDockd and AutoDockTools4- Automated dack Worris - 8| Bz 32
DT EENLRE f . - Trott - | FT 18
BTt
BARBO—VERR Sabadinine: a potential non-peptide anti-sev cute- - Toney - 81 19
> ED ML=

AutoDockd — AutoDock off -[-om~—2i#sRT |

dock 4 user guide? thanks. regards, Bryan Lee BIl,
Singapore. News - AutoDock Vina is now Open Source 2010-04-20 - Tutorial section has been
updated 2010-02-25 - Print Your Favorite Molecule! ...

autodock scripps.edu/wiki/AutoDockd - 7S RE - F oo - Fle-)

@ AutoDock

=Ly downloads resources

IRTEDIFFR: £ — L2 — downloads

The Download Instructions
‘(‘ SCRIPPS fEREF aillet - BEFEEE 201040018290 15850057
hhE akyan, Mi E. Pique, Ruth Husy, Olag Trott and Stefano Forli
f sEamcH n ho

nload ADT & AutoDock.

@ AutoDock

=L

IRIECHBFR: - is — wiki — autodocks

Tue [ERFE ~ R | related pages | wiki T/7o"

« AutoDock4 ..

Welcome to AutoDock4
1 -- An introduction to AutoDock 4

2s -- What's new in AutoDock 4.

comments:
pautodock 4 user guide? --guest, 5 Sun, 05 Nov 2006 20:15:45 -0800 £
S do L get Many thank:
e vt Select the platform and/or source code.
Dack AutoDock 4.2 and AutoGrid 4.2. £
® AutoDock 4.2 User Guide (PDF, 2.2 MB|
@
= Examples eo seon

WELRYTEITIZBRT DD TIIGL —EECH(RFSFICBERED
ABBEWSSHIHA IZRFLT. EDRFI TV IELTRITLIEEAD LKLY,
EITRICRTFEITDEMZTRDEIN. ECTHEV LML BEATEWMESHY ! !




ii) Python molecule Viewer

- Gooele #% G- 8 S v S lolecular Viewer — MGLTools -8B Y g v M-
@ ¥~ python molecular viewer v |Esearch | & Total Protection @ 7~ python molecular vi v |Edsearch | & Towlprotecton |
oozl BB HE Za-2 ZH Gmal ZOM v T
VIGI T ]
MGI.Tools m,
([ S S e —— tion [ B lasupport | Biog |

GO L lgle python molecular viewer =y

#7632,000 f4 <0.11 %5} BEAI A

. . ‘(’ . m Python Molecular Viewer
AT Ek QAR - U ERE (BTRETARARSBEETELT) cRires
v batRE Jalb—..m.. T Ay audience.
il P Inxs
- ; Python Molecular Viewer — MGLTools »@- [ —o~—34%5
ST RDSRE Eython Nolecular Viewer _ MGLT00l *§- [ ook ] —
BAED - DERR — applies to: 1.4.5. This Tutorial is FEF-va

All content on one page (useful for printing, presentation mode ete.
intended for: Any audience. PDF version of the tutorial. sargis. There are no pages in this 1 L] page ( 2L g, p )
Tutorial. ...

v EORO Y=
Attached files

mgltaols_scripps_edu/_. fpython-molecular-viewer - 7 AV BE - F4yia - Siile—

[3 PDF version of f the PMV 1.4.5 Tutorial
[3 Input Files for the Tutorial

NEL—ELEIMRELTHL

o = setupL7=IF5A Y,
i SR ) FNDEITEKRBIZINext |ZZBIRLEGITS,

MGLTools 1.5.4 Licence agreementM &AL

MGLTools 1.5.4 Release Notes

e e INon commercial IZ:#iRL., —&T O
» - purtarvtimu‘bleshuutmg e rCO nti n UeJ é 7 |) \y7 o
e v PR T ZPMVD Y3 — R AYEA

TEHDT,. TNZEFAThIEKL,
3) AutoDockE D I+ LA EERT 5

IR—CBIZHEEHL=&S(Z, AutoDockIZBAET YTk, T7AIL, T—E3%F1DD
THIWVFIZEEOTHELEEFTT , BIAMIZIEICRFS AT PODRFSATDE TIC
Fdocking IR E D TA A EERLET . ZLTEDITAHILT DHRITIR—CET
A9 n—KLt-autodock4.exetautogrid4.exezx Ly THKL.

2D Mexe77AILIXRIZHER T Bglg77 ML, digF7 A IILERLCTAILE RN
FEELAWLELITELY,

RDOR—=UMLEBRIZT7AILES 2 O—KL., autodockl T BRI 7 ILE
ERLTUL, SEIFUTDOESILBZRETITOIEDZEHT S,

227378 :PPARo (Peroxisome proliferator-activated receptor a)
HEERTHRELTWLSUA VR TIPP-703
Dockmgéﬁéﬂ:é‘% : 08KM2_31

(0]
COZH O O COZH
N
R )
(@)
\) (e}

TIPP-703 08KM2_31



4) 3 INGBEVAVRDORBERDI7AILESHO—K, B&LU
WHELZI7AILDERK

4-1) B NGB L) TR QR EREE (S EIEXPPARAETIPP-703)%
protein data bank (PDB) Mb4 o> O0—K3 3,

‘2 bark - Guosle 185 ] fi- B =@ in Dt Bark ] -0 -0 & e va
++ pratein data bank v |Edsearch | & TotalProtection @  protein data bank Search || Total rotection |
oD . NE #E Za-3 EE Gual Eoimv - TN . ...
1 B An Information Portal to Biological Macromolecular
. ==
Gougle protein data bank g2 PROTEIN DATA BANK As of Tuesday Jun 08, 2010 at 5 PM PDT there are 65802 Structures () @ |
5 5 -
17,590,000 {4 (013 %43 #FEAF v Sk | Pt
l FAT PDB ID or Text
v b ERA
([ ERT | ———— A Resource for Studying Biological
D7 eiEhSRE i
EI;;ECD’\‘ Sam ains information about experimentally-determined ESBEETEFE;EFC_E Policies Macromolecules ? o
B ES N X eposition Policies mproved Dis
p— structures of proteins, nucleic acids, and complex assemblies. As a member of the wwPDB, website FAQ The PDB archive contains information about experimentally-determined Electron Micrc
SRt Deposition FAQ structures of proteins, nucleic acids, and complex assemblies. As a member
[ the RCSB PDB curates and annotates PDB data according to ... Contact Us of the wwPDB, the RCSB PDB curates and annotates PDB data sccording to Re‘ad more ab
www pdb_org/ - #0300 - HBil— About Us agreed upon standards. releases:
| ZD MDY —L Careers.
. External Links The RCSB PDB also provides a variety of toals and resources. Users can Website Relea
New Website Features perform simple and advanced searches based on annotations relating to
sequence, structure and function. These molecules are visualized,
downloaded, and analyzed by users wha range from students to specialized m
fias scientists.

e . vEvEER oF THe SIPDE

Citation: Aleglitazar, a new, potent, and balanced dual PPARalpha/gamma An Information Portal to Biological Macromolecular Structures
agonist for the treatment of type II diabetes. NK As of Tuesday Jun 08, 2010 at 5 PM PDT there are 65802 Structures ) @ | PDB Statistics @
(2009) Bioorg.Med.Chem Lett. 19: 2468-2473
I lsy Full Abstract | Display for All Results ] | PDB ID or Text ~|
o

Human PPRR alpha ligand binding domai
agonist TIPP703

in complex with a synthetic

summary [

slications

wrence Policies e .
Polast Human PPRR alpha ligand binding domain in ZZN
Release Date:  2009-05-05 Classification: EAQ complex with a synthetic agonist TIPP703 -
Experiment: X-RAY DIFFRACTION with resolution of 2.01 & DO1:10.2210/pdb2znn/pdb 10 share this Page
Compound: 1 Polymer [ Dispiay Full Polymer Details | Display for All Results |
- 1 Ligand [ Display Full Ligand Details | Display for All Results ] B e [E——— o i r ey
Citation: Not Available.
Adaptability and selectivity of human peroxisome proliferator- ]
activated receptor (PPAR) pan agonists revealed from crystal
Structure of Ipha with 3-[5- T -1-(4- T - ‘Services structures
benzenesulfonyl)-1H-indol-3-yl]-propionic acid croseopy Oyama, T.9, Toyota, K., Waku, T.7, Hirakawa, Y., Nagasawa,
- - R N, Kasuga,]., Hashimoto, Y.", Miyachi, H.", Morikawa, K.0
Authors: Zhang, K.Y.1./, Wang, W.J> Server ,
I - iamlina Journal: (2009) Acta Crystalioar..Sect.D 65: 786-795
Dedo Release Date: 2009-02-17 Classification: Transcription/transferas
@ ' “] B

Humi:n P‘I”V;R‘E alphat:igz_nd IJind_l'nthcIIgg;a(i)nsin ZZNN Bif:,m‘.’):d”i;;' 1%7?9& (izl\o_:) E —61’EE‘ZLT:AUtODOCk$ﬁ
THIWFITTRIELL,

DOI:10.2210/pdb2znn/pdb

Primary Citation

ility and ivity of human i i =
activated receptor (PPAR) pan agonists revealed from crystal
structures

Oyama, T.7, Toyota, K, Waku, T, Hirakawa, Y., Nagasawa,
N.”, Kasuga,l.”, Hashimoto, Y., Mivachi, H.”, Morikawa, K./

Journal: (2009) Acta Crystallogr.,Sect.D 65: 786-795
Not in PubMed




4-2) FooO—RLI-REEDIT7MILHIBEUINIE (PPARA) DHDIT7AILE
YHUK (TIPP-703) DHDI7AILEVERLT S

-PDBM A O—KLI=774 /L% ViewerProTR<

-TWindows | (*—JL73—) —TNew Hierarchy Window |

#* ViewerLite — [2ZNN.pdb]

& File Edit View Tools | Window Help

DeEE & E=] [Py

o Citr[+H

B Tile Horizontal
M Tile Vertical

Arrange Icons
GCloze All

L AR

v 1 2ZMNpdb

- ZERDGEIITAIDHAHTIEELBI1EH S, COGEIFAFIIBOLVTAHD
RUINDBEE) TR D EERZdelete THIBR T 5

- IK5>F (water) AV INDEFIE) AU FEdelete THIBRL . 2 /X BE D H
EVAURDAHDIT7AINEEREL., RET D,

Y588 F & Brookheaven PDB file |

@ Sidechain
@ Hydrophaobic
%) Hydrophilia

&%) Acidic

% Basic

% Active Site AC

CCETCTTERIDESIZEDDI7AILDBHNIEOK

& docking
e E REE FRAW BRLIADG VI ALTHH) o
QFs- ©Q I Pnx = |F
= 17| 558 EXaislcd
FrANEFFNEDRAN ¥ 1 (1] 2ZNNligand only)pdb 4 KB Protein Data Bank .. 2010/06/11 2353
E?;_NN(protein_only).pdb 165 KB Protein Data Bank .. 2010/06/11 2352
Z0ik v N (=2 212 KB Protein Data Bank . 2010/06/11 22:44
E28 KB PAMr—iray 201002420 828
e 21 | Dlautoerida exe BO6 KB FIMr—ial 200/02/20 G285
docking
b R ST L R R




4-3) Docking&t %1t & (08KM2_31) D I7 A ILEER
-ChemDraw T E R F# <

-#EE=X%ZaE—L. Chem3D ProZxBiE. BhYT(+5

-EREIET D
MM2J (*J—JLs\—)—TMolecular Dynamics |—Run] (152 <5LHvhB)
MM2] (*Y—JLs\—) = minimize energy ]—TRun]

"REFEID
27 AN DILRF N EHIET.PDB =AY, 2 Tl.pdb [[CEZ S, TEWENT B,

CCETTTHROLIIZ6DNI7AILABHNIZOK
&% dockine =13
I E BEE BTN BRLAG U-LD AL *

OF-Q ¥ POtz o [E-
W 7 fELE EHROS

| 74 NETINEDEAD

o J @2ZNN(Iigand_only).pdb 4 KB Protein Data Bank .. 2010/06/11 2353
= @2ZNN(prntein_only}.pdb 166 KB Protein Data Bank .. 2010/08/11 2362
0k v | =] 2zNMpdb 712 KB Protein Data Bank .. 2010/08/11 2244

) | 0oKME 3 pdk TKB Protein Data Bank .. 2010/06/12 006
| Clautodockd exe B2R KB TR -y 2010/02/20 28
[ autoeridd exe BOG KB PHUS =g 2010,/02,/20 8:28

e ll

== |
docking
FrA e FAIH

EIrHE: 2010F8 H128. 006

TE

ﬂ!‘g

5) AutoDock DYV 7+ EEBHET H74ILFD
- Python Molecule Viewer (PMV) ZFa<
PMV-1.54MLa—rhyb&9)v9
-[File J(E®D*Y—J)Ls\—)—TPreferences |— I Modify Defaults |

-[Setup Directly | IZ3) TERL=77/ILEZA AT S

Startup Directory @ Make ot
B
| D:vdocking | 5 Default

-[Make efault]—ISet1Z&0voL. 24 FDZEEFHLCS

otartup Directory
|D:‘ndn|:king

Tl @

hake
Default

‘ Set ‘




CCMBPMVERERIIZESTUN,, 9. U b EIFH-RIXETOISIRETH,
FRATEELT=lAutoDock tools 1% )vo L. ERD LS IZFH - Y—IL/\—%

RRSETHS

Hydrogen Bonds ~ Grid3D  Help

File Edit Select 3D Graphics Display Color  Compute

Filo Edit Select 3D Graphics Display Colr  Compute Jasggen Bonds  Grg3D Heln

AD4.2 Ligand  Flexible Residues  Grid  Docking  Run  Analyze

6) glg77 M ILYERK

6-1) B2/ E DpdbatT7 A1 ILEVER (D (i)
-Read Molecule or Python Script] (TE) 24XR—UTHERLI=22 /0B D H D

71 IVEZERL. F<

Python Molecule Yiewer

File  Edit Select 3D Graphics  Display  Color  Compute  Hydrogen Bonds  Grid3D Help

L PN EmeEe ] o

-B%DIT5
[Color] (—& L ®DY—)L/\—)—Tby atom type |—TAll geometries | =T OK ]
"HIRFZ2I+5

ledit] (—& L D*Y—)L/\—)—Thydrogens ]—TAdd]

[All hydrogens ] (T R THDTI/BEICHRFZEDIF%) M Polar only ]
(BEEDHICHRFEZDITH)ETHEIRT S, EEESLTHL\WLWRNT S

F—HE R
[File](—& LMY —J)L/\—)—Tsave|—[Write PDB]—TOK]
RREHT

=1=T%

Shovwl | ,
Sel.: v|lcmD ¥| e Lnes  S&B MS AtDmMDICha”:?ASSHA o

" s FoBoBoMeB8oBCESE
anprateinon) 0 @ OO OO OO OOOOOOO

—z=)voL., EIR, ZDi&kldelete ]| TURIDGHIBRT 5




6-2) AR (TIPP-703) Mpdbqt77 1 ILEVERK

“JAUEDTTAIVERK

[Ligand ] (FrMD*Y—JLs\—) —=TInput |—T Open | —=4R—L THERLL 1=
JHURDHDpdbT7 A ILEER

-Torsion TreeZ &R
[Ligand] (Fr MDY —JLs\—) —[Torsion Tree |—TDetect Root]

-pdbqt77 A ILELTRE

[Ligand] (FrMD*Y—JL/\—) =T Output]—TSave as PDBQT ]
-RINEHT

BR— LRIBRD A ETRIREHT

6-3) Dockinget %1t &4 (08KM2_31) MpdbqtZ7 A ILEVERL

6-2) ERERMIZIT2LFLCIEETEL, PIDILigand ] (FFDY—JL/N—)
—Tnput]—TOpen 1D &HE TR T 7AILTER—IM4-3) THERLT-
pdb 77 A ILEHERT B,

6-3.5) BN LI-W\ TS/ EBEIEET S
BUINGBEDHDpdb I 7AILINSpdbat 77 IILEERLT B
[Grid ] (FRD*Y—ILs3—) —TMacromolecule ] = Open | =6 RXR— THERL L 1=
B IRDBDHDpdbIT7 A ILEEIR
FD%. BEMIZpdbat 77 ILHMER SN D
-RINTIHT
BR—ULRERINRD A ETRITREET
=B INGBEDHDpdbgtT7 A JLERAL

[Flexible Residues] (FrMD*Y—)JL/\—)—TInput]—TOpen Macromolecule ]
—DNEOEFERLI=2 NV BE DHDpdbat 774 JLZEEIR

BN TI/BRERRT D

[Select] (EMD*Y—)L/\—)—TSelect from string|—residue® &ZAI1Z
BNLEWTS/BE AT, () TYR464

[ Add |—T Dismiss |



- TorsionsZzEIRT 5

[Flexible residues | (FrMD*Y— )L /\—)—[Choose Torsions |
FIFEERLETI/BBOA MRS D—Close]

-BIMNT 7=/ B (flexible) & DD EIHSTEULNERSY (rigid) Dpdbat 771 ILEVERL
[Flexible residues ] (FrMD*Y—)JL/\—)—TOutput ]—TSave Flexible... |
ZRIZEELHIZDI+5, EHEIZISave Rigid... I TEIMN SV A Dpdbgt 771 ILE
ERLT B

6-4) Grid% %€ 6-3.5) Z o TV EED A
- rNdeax & /

-3 INJB Dpdbat 77 A ILERHK =22 1\ E Dpdbat 7 71 IL D IE X

[Grid ] (FRD*Y—ILs3—) —TMacromolecule ] = Open | —=4XR—C THERL L 1=
B IRDBDHDpdb T 7 A ILEEIR

FD#%. BEMIZpdbat 77 ILHBMER SN B

<JHUR (TIPP-703) Mpdbat 74 JLEBIK

[Grid] (FRDY—)L/\—) —TSet Map Types]—TOpen ligand | >7X—T
ERLT=UAH R (TIPP-703) M & Dpdbqt77 A JLEER

-\t &Y (Docking|ZBE:ET B) DIRFEEHRTET S
FATRLEUAVEDHFDIT7AILDIsel 1Z29) v, BIRT B, MANEE,

Sel. Jch Hd nes  SEB M3 Atom c

" nan_saa e sa:[ wlfomo ol G unes  ses T
< Py omcues ﬁoéo%oﬁ <> <>2g<>‘ ?PMVMl Ules ﬁ 50%0@000 <
B SF 22NN protein_only) o0Ood DOOOO0 22NN protein OOOOD<><><><><>

b rmigand oty M O ®@ O OO OO SOOOO0C V22NN ligand o ‘5‘ COOOHOCOOO

N

[Grid] (FrDY—JL/3—) =T Set Map Types|—IDirectly]

(" C : aliphatic carbon
A : aromatic carbon
HD : hydrogen that donates hydrogen bond
OA : oxygen that accepts hydrogen bond
N : nitrogen that doesn’t accept hydrogen bonds
SA : sulfur that accepts hydrogen bonds
_F. Cl, BrtE 0 ATRE

NOEANT B, BITFEAAR—ITRY S (LI TIEELY),
lacceptlZE2')voL. DA D%EALS



BT 73/ (flexible residue) MpdbatZ7 74 JLZEFAL
[Grid | (FFD*Y—)Ls\—) —=[Set Map Types]—IOpen flexRes | =8 R—T T
ER L=/ 3 73 /B (TYR464) DpdbatT77 A JLZEIR

-Grid Box% % E9 %

BONVEDDFHIMBELDT, RREHT .
HLARTROFADESZEI)VT,

B - B
Sel.: w(fonD v g, Unes  SEB WS At DChamRASSHA s,

| CEK

sel:[ v|[ovD ¥ ThOW lines S8R MS  Aom  chan  SHA U

¥ PMY Molecules " CKO%OﬁOgO?ﬁQ%ﬁ%@ ¥ Py Malecules 4 O%Oﬁng <>%g<>2§
3 'q”fQZNN(prutem_un\y) 0 O O O D <> <> <> <> <> <> <> <> 4 % 22NN protein_only) On @ O O O D <> <> Q <> <> <> <> <>
b % 220N igand_onty) O CooOooooO0C00 b ozniigand ony) 0 NGO O OO O SO OOOOO0

[Grid J(FRDY—)Ls\—) =T Grid box ]
RRLTHAVAVFITHSREDLICboxDAREFE MEETHRTET D,
BREDEAITTRDAEY,

‘ iIEent TotaIC(:r:i: Pts per ::W' 6:?21 E 7 U ‘y7€?$ Lt;hi% EE ': F‘ﬁ‘yﬁs'd'é = &—G
number of points in x-c?imens'ioc:n: 40 0) ﬂE 75‘ J: -F -d- é _)9 rld bOXOD k% é 75‘ % 1 l:a -d- %)

[ITT1T40 11T
number of points in y-difhension:
M1 40 [[[T
number of points in z-difhension:

D)9 IEBLENSERICF SV $5HILET

Spacing (angstrom): 7T 0375 71T | _)g rld bOXO) t%é?ﬁ‘l?)ﬂ |E.| E%':gfﬂffd-é

Center Grid Box: <offset>

g B IERUEALERIIRSYS §HIET
e L A0DIEHA LTI B—grid boxDEIEMNZELT S

z center: |1.463 |]I|||| || ||||]]]]

FRADIFile]—TClose saving current] TEAL %

“gpf 77 A IVEVERT B

[Grid] (FrD*Y— )L/ \—) =T Output]—TSave gpf]
T7AIVBITEETEVD, T7/ILBDORICT gpf IZEEAND,

CDEETELIFAINIETAINTDEREEZEBLTERFEFHEZELESELTE
PR F AR RSNV B, T7MILDFELELgpf 7714 IL 1 TIEAKL
[D7A4IL1EE-TULSN, 2LKRIZLAELCT LKLY,

glg77AMILEIERRT B
Run] (FFMD*Y—JL/\—) —TRun AutoGrid J—TLaunch ]
- RIRTHT

BR—IERIBRDFETRAUINIEE)AVEDRIREHET



7) digZ7 1 L DYERK

R INDBEDH (BMITENE) Dpdbat 774 ILEEK
[Docking ] (FrMD*Y—)JL/\—) —[Macromolecule |— Ser Rigid Framename |
8R—U TR LTzpdbat 771 JLEZEIRL . B<

"IN TI/BRDpdbat77 M ILERK BRELTLSIEZEDH)
[Dockingl (FrMD*Y—JL/\—) —[Macromolecule |— Ser Flexible Residues-
8R—U TR LTzpdbat 771 JLEZEIRL . B<

-DockingZ=t %1t &% (08KM2_31) Mpdbqt 771 JLZEFEL
[Dockingl (FzMD*Y—JL/\—)—[Ligand ]—TOpen]
SER—UTIERLT=pdbat 771 JLZEIRL . BAZ. accept]

-AIEIETE S50 FEXTET S (100[H)

[Dockingl (FrMD*Y—JL/\—) —[Search Parameters |—[ Genetic Algorithm |
—Z £ D Number of GA RunsD{EZT101/51001(ZZE L . Nacceptl

dpf 77 A ILEERLT B

[Dockingl (FzMD*Y—JLs\—) =T Output|—TLamarckian GA(4.2)]

T7AIWNBEBRIZATT, RIEFET 5. COEET7MIL 2 DRI
[dpflZz AN,

-digZ7 1 )L DYERK (DockingBA1R)

Run]—TRun Autodock ]—Parameter Filename®BrowseZ%7')voL.
SEIFEERLT=dpf 771 ILEEIRT S, £L Tl Launch1& 2y 2,

S, X
*I =
LG i

--J

BC AL RNIZIZDHELENTFAILIEZBAENESALNTT,

BIZ LRGN TFRART7AIWGELTENTHLE. digI7MILDIER A IR ST

_ERHYET,

10



8) T—ADEHT
8-1) TXANTHEERD — 11R—CBR

8-2) PMVTH#ERZR S — 12R—C S

|

8-1-1) fa][@ B Mt E M E DFEE MDbinding ecergy Thistogram(EESLLDME RS
- C&1=dlig77 1 L% WordPad | TRHH<

-controlZR LM BIFIZHL T, Thist1Z#& %9 5

-[CLUSTERING HISTOGRAM J[ZF-EUEL (TR

CLUSTERING [JEERIOGRAM

Clus | Lowest

Run

Mean

Mum | Histozram

Clus| b 10 16 &0 25 30 3%

| | |
| | |
-ter | Binding | | Binding | in
Rank | Enerzv | | Energy |
| | | |
1] -10.09 | &7 | -9.36 | G2
2 -3.68 | &1 | -9.2% | 18
3 -3.14 | 42 | -8.97 | 7
4 | -9.01 | 47 | -B.B1T | 11
5 -7.97 | 88 | -7.97 | 1
B | -7.67 | 36 | -7.687 | 1
| | | |

P S -PUN PR -F PR S
0 i
(01019 01 i 010

(RS Bininigie

|fttf gttt

I

I

I

COTIZHENE TS, EEL DI Lowest Binding Energy | &

[Histogram |

Lowest Binding Energy : [EAMELMEE LULME
Histogram: 8IMZNXEZF DAL TA A= 3V D TEUNIERIZFEEL TS
AJRETEA E LY

ELLDINTA—EF—FFR/THNIBEADBEREN, SEXTICTHILKED
A &M Histogram |DHERZEEBFELTLVNSZESTT,

COFRICOVWTERT SHL, 57F B DFER A& Bbinding energyh k<.
Histogramt,62L 2L\ EMNGL . 5TFEB DAV T A—1a3 FEH-TINSE
EZT.SEEEHRR. KFHELGEEEATLIVERDNS,

ZF71=. TCLUSTERING HISTOGRAM D ELIZTFIZEFENFNDITRAE—D
HHT—ANRRINTLNS, BHODIZLWWSREA—D)AVURE#HREIE—L T,
TEIZHB)AURE T Dpdo 77 A ILETXALTHE, IEEWEBERD EZAIZR—X |,
RHIZEDITTIREL., PymolZEDRIIRIEVINTRNIL, FEREZREND,

11



8-2-1) A I BN TE D LSHAL THA—2avhERS
-digZ7 4 ILZEREK

[Analyze] (F®D*Y—JL/\—)—TDockings ]—TOpen |
10R—U THERLF=dIgZ7 1 JLEZEIRL . B

“RAUINIBEDT7AILERK
[Analyze ] (F®D*Y—JL/3—) —TMacromolecule ] = Open]

-BEDITH
[Color] (E®DY—)L/\—)—Tby Atom Type ]—TAll Geometries |—TOK |

EDXIFAVTHA—avhERD
[Analyze ] (FrD*Y—)L/3—) =T Conformations ]—IPlay... ]

08KM2 31 X]

POECEDnEE

FOFHDED TONAWNALBTAY TAA— U EHDBIENTES,
8-1-2) KEF#HEEERS
-FTHROFROADEEZKEZEESEZA -V THA—30DBEIZT S,

BIZ N R—=D DEER TIXS7TDFER MR Bbinding energyhi k<.,
Histogramt, &kL\Z &b, 57129 %,

08KM2 31

“E= 2B =914 R MO Build H-bonds JIZFTvoELIVILS

12



