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MolDesk (X & IEREIE/ N1 7): http://www.moldesk.com

2/33



1.4. LigandBOX [CDLYT

sievgene TO Ry X7 « I ab—v a3 NMEHATLHIEW T 7 A vk, KFERFIEHR, 550 B
HdE e, MEEEERE > TVWD Z EBRKETT,

—RIZ, ALEMERT L TV DL RE0N Z n ZiGHRiE. SD 7 7 A v (JLiET-iT.sdf) TRtSNES
B XOAE A TIERITIISPEBEFROARFFATHFERLZEL T RN ENEL, TOEETE
sievgene M N v & 7 Tl 2 £ A

LigandBOX, ZINC ED(bEWMT A 77V O—f L L TRES N TWHILEHD mol2 7 7 1 VX,
RydoZ « vIalb—2a Al I8 5H0NUOHESINTWET, LigandBOX 1%, 1
TAEEWEIZ 120 mol2 7 7 A /LiZ7e > Tk Y | 200 D mol2 7 7 A /LT 200 HikEM DT — 2t v
FeLTHREENTWET, 2@ LigandBOX &, ARREMLFZEEICY 7 =X M35 &2k
LTH B2 FETEEMIZ, myPresto DX 7> — K¥A hivH AT TE D screening_pack IZE N5 T
2a—hI T NAEZRLUTIEIN, ), BEIX, KIRKFD web A FbidREEnTWERTA, 2D
fb&®ty Mt LTE, 2 TOEEMIZH L TI81{bEWmED Ry v 7 2a7 bigfianTunEd,
ZhEfE S Z 12X - T, multiple target screening (MTS) 5= docking score index(DSDEIZ X 5 7
YXRUTY AN BRSBTS L ENTEET,

27 ) == T IR FACEITEE O T BMERE G T IR TRESNATVDE 2L HZ VDT,
W74 77 ) oRTIEHIO ID TRASATHNTH, lARKOS ¥ ZiEHRE L CIEET L2 &2
HYETOT, BIEMEYY A MERKHITIZREZ DT 2L ERH Y 5,

. -

- Ny

LigandBox
Go to Japanes page

LigandBas(LIGAND: Data Base Open and eXtersible) is a teady-to-dock’ database of small chemical compounds, for virtual
dneg screening on computes docking studies. It ¢ 3D molecular strucrures including full hydrogen atoms with atoms:
charges for each compounds

LigandBax has been developed by ]I f the molecular simulation system gyPresto, supported by NEDO.

20 stroceseal daea, kindly grovided b

'G database bas lisks o LigandBox. It can search by geseric ‘trade names of a compound, such as ‘tamafl

res in this database were computationally geserated, may not be sdentical to structures of compounds stored in

() SHEMICAL STRUCTURE SEARCH
l PROPERTY CHEMICAL IDSEARCH %o _*

* Refference Kawabata T . Sugihara, Y . Fukuniska, Y., Nakamura, H LigandBox - a database for 3D structures of chemacal

X 2 LigandBOX ® web page
LigandBOX: http://ligandbox.protein.osaka-u.ac.jp/ligandbox/
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