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org/resources/databases/)Find analogues, build and assess categoriesYou did not find experimental data for your chemical? No
problem, use the Toolbox to find - one of the series.. Click2Drug contains a comprehensive list of computer-aided drug design
(CADD) software, databases and web services.. 4 codebase It is a new system, designed from the bottom up and rewritten using
new underlying technologies and database management sub-system.

1. gsar software list

OECD launches QSAR Toolbox 4 3Some of the new features in Toolbox include: 57 databases with almost 2.. Free Qsar
Software3d QsarQsar Software List Of BusinessDownload a more detailed list.. FreeThe QSAR Toolbox Is available free of
charge Downloading Toolbox is fast and easy.

gsar software list
gsar software list, free gsar software list

The Toolbox is a free software application that supportsreproducible and transparent chemical hazard assessment.

r M
Systam: | Class: [ H I Reference: |
Action: | Compound: | Yaar I—

EquahunTaml ']N[>_']|— -I—Rz-l—
m Lwthypam EurtTypa vl setho:| | (Clearan) [Search]

Set N SD RZ @ Stars Opt Action Equation

Parameters: | Substituents: | SMILES:

Tnnzcdcoe (e HISN]

3811 23 0576 0.B52 0.7671 drdrdriol log %= 1.7-ClogP - 1.0:,CO0H- 1.4--CF3- 1.2 0 R1 + 1.2 D
10772 15 0308 0802 0801 i 3261  bog Yp=75ClogP-1.1-ClogP2+ 1.21X-7.4 )
A

11024 & 0528 0876 0677 ¥y log V.= -2.8 MgVl + 10.7 '
| set | 3811
[system [HUMAN CYCLOOXYGENASE-2 ENZYME
|I:lass |Dxidoraduclasas
[compound |[3-R2-5-{R1-C6H4}-1-[CEHA4-S02NH2-PYRAZOLES
|Acuon |IC._,,_.,ENZYME INHIBITION

Referance ||PENNING T.D. TALLEY,J.J BERTENSHAW S R, CARTER,J.S. COLLINS,
P.W. DOCTER,5..GRANETC M.J.LEE L F. MALECHA,J W, MIYASHIRO,

M. ROGERS,R.5.,ROGIER,D.J. YU,5.5. ANDERSON,G.D., BURTON,E.G.,
COGBURN,J N, GREGORY 5.A. KOBOLDT,C.M.,PERKINS W.E.,.SEIBERT K.,
VEENHUIZEN, AW, ZHANG,Y Y., ISAKSON,P.C. J MEDL.CHEM. 40, 1347-1365
(1897) R3669
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If you think that an interesting tool is missing in this list, please contact us.

Try it yourself today!Find experimental datal.ooking for experimental data? With 2,399,767 data points for 84,291 structures
from 57 databases, the Toolbox is an invaluable tool to find the results you are looking for.. TransparentKnowledge library for
the covalent binding mechanisms with macromoltecules.. 10, 12, 17, 96 Case studies on combining the results of different
prediction tools are available in refs.. 5 million measured data points - 2 new databases and the latest versions of EChA CHEM
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and ECOTOX databases are included 73 profiling schemes.. Updated on 4/5/2018 Currently 807 Directory of computer-aided
Drug Design tools Click2Drug contains a comprehensive list of computer-aided drug design (CADD) software, databases and
web services.. Takes into account (a)biocally activation of the chemicals for metabolism-related predictions.. Data RichAbout
60 databases with above 80 K chemicals and almost 2 5 M experimental data points.
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