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MeAetn QSAR- 4 frjpata

1. Emioyn evooeov
2. Emdoyn mapopéTpov

3. Kataokeu povrérhov QSAR —e@appoyn otoTioTIKIG
nedooov

4. "EAeyy0g aSlomoTioS TOV HOVTEAOD
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MEAETEX QSAR

1. Emioyn evoceov
IIpovmoB<oeic mov a@opovy Ta Proroyika OgoouEva,

B O1 evaoEig vo 0povY 0AES HE TOV 1010 PN OVIGHLO KOl GTOV 1010 VTT0O0YE

m H Broioyikn) opaon va givar ek@paocpuévny pe aptOuntikd égdopéva, Ta omola va
OVTLOTOL(OVV GE HOPLEKES GUYKEVTPOGELS

m Noa gival Yv@oT0 TO €mUTED0 OECOYOYNS TOV PLOAOYIKOV TEPONATOV (RLOPLIKO
EMIMED0, KUVTTUPIKO EMITEDNO, MEPANATO in Situ, GTOHOVOUEVO OPYEVO, GUGTNNA,
0ALOKANPOS OPYUVIGUOC)

m To proloyikd wEPANOTE VO GUVOOEVOVTOL HE TANPOPOPLES YO, TNV OELOTMIOTIN
KOL TV EXOVOANYNUOTTA TOVS

m H Broroyikn) 6pdon va givar o1o@opomTotuév) Kol KOAG KOTAVERT|LEVT
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MEAETEX QSAR

2. Emoyn mapapstpov

¢ 1 9

PuoikoxnHIKEC 1010TNTEC TTapapeTpol wou Kbavropunxavika pey£n

AirtogiAia ekppalouv umo-OoHIKka Eriomo
HAekTpoviakéc XApAKTNPIOTIKA ELumo

TTEPIKEC TomoAoyikoi d€EiKTEG TTukvéTnTa PopTiou

Evépyeia 1oviopoU

[Iewpopatika ogdouéva
*A€OOUEVA TTOV TPOKVATOVY U0 VTOAOYLOGROVS
*Baocsic dsoousvov
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3. Ani I'pappikn Avaivon [oiwvopopunong

(Multiple Linear Regression Analysis, MLRA)

descriptor X
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coefficients

AN
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apLlOpog GELPAOV O0EO0UEVMV (EVAOGEMV)

BaOBuoti erhev0epiag, aprOpoc Tov pertafintov
(aveCaptnTtov Ko EaptTnuivng)

O apOpog Tov Badpov erevdeplog mpémel va €ival 060 1O
OVVaTO HEYOAVTEPOS Y10 TNV e€ay®YT GSIOTIGTOV HOVTELOV
QSAR, peyairo n, pikpo k
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OVVTEAEGTNG OLOYETIONS-TPEMEL VO TEIVEL 6TO0 1

1 TUTIKY OTOKALoN- TPETEL va. TELVEL 670 ()

TO OUTAGGLO TG TUTIKNG UTOKALGNG OLVEL TO OPLO VOGS
TOV 6PIANATOS VITOAOYIGHOV TS e€lo®ong
A=Y e VTOA
@® A< 2s o1 evooeig TPocsapuolovtal 6to HovtEAo TG e€iocmong
® A> 25 outlier

F -test Ka0Oopilel 10 eminedo g onpovtikoOtT)TaS TS €€l0MONG

Sfudenf Ka0Oopiler ™y onuavtikotto KaOe mapapérpov. I'a va etvar
ONUOVTIKN pio TopapueTpog mpémer t > 2
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»H pébooog mepropileron oe pior povo eaptnuévn
nertafinm Y

» AVENUEVOS aplORog EVOCE®V Kol MIKPOS aptOpog X

»Ov  ave€aptnreg petofintéc mpémer  vo  givor
aveCaptnTeg (0pBoy@VIES) VO UMY GVGYETICOVTUL HETACD
TOLG
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OUVTEAEOTNG OUOXETIONG

ap. popiwv TUTIKR arokAion vTEAEOTAC maAivdpounong
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MEAETEX QSAR

http://www.biobyte.com

home

bio-loom

cgsar packages

BioByte

contact us

Welcome to BioByte

Bio-Loom is here!

ClogP, which has been the "gold standard” padition coefficient calculator for decades, has now evolved into
Bio-Loorn. Bio-Loom has many new features, including the ahility to access BioByte's entire Thor Masterfile
database of chemical propeties as well a5 the Q8AR database of Hansch equations.

Click here to download the installer s we, forwindows 2000 o 25

Afteryou install Bio-Loom, e-mail us at clogpi@bioiyte.com for a free evaluation license.

The entire G5AR Database is now available for easy and flexible searching online, accessible only through
the Bio-Loom program! Click here for an introduction, which shows how one might discover valuable QSAR
data an cox-2 inhihitars such as Wiow, Celebrex, and Arcoxia, and some ofthe interesting questions that such
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Zhem-Bio Informatics and Comparative Q5AR

C-Q8AR A General Approach to the Organization of Quantitative Structure-Activity Relationships in
Chemistry and Biolooy

COSAR Installation Instructions

Literature Refarences:

o]

o]

. Hansch and H. Gao, Chemical Reviews 1997, 97, 2995-3058, Comparative QSAR:
Radical Reactions of Benzene Derivatives in Chemistry and Biology.

. Hansch, H. Gao and D. Hoekman, in "Comparative QSAR", Taylor and Francis,
Wiahington, D.C., J. Devillers, Ed., pp. 285-368, 1998. "A Generalized Approach 1o
Comparative GSAR"

H. Gao, J A katzenellenhogen, R. Garg and C. Hansch, Chemical Rewviews, 1999 99, 723-
744, Comparative Q5AR Analysis of Estronen Receptor Ligands.

. D Selassie, A J. Shusterman, 5. kapur, B P. Verma, L Zhang and C. Hansch, o Chem.
Soc. Perkin Trans. 21999, 27292733, On the Toxicity of Phenols to Fast Growing Cells: A
Q5AR Model for a Radical-hased Toxicity.

R. Garg, 5. . Gupta, H. Gao, M. 5. Babu, A K. Dehnath and C. Hansch, Chemical Revicws,
1999 98, 3525-3601. Comparative Quantitative Structure-Activity Relationship Studies on
anti-HIY drugs.

A Leo and C. Hansch, Perspectives in Drug Discovens and Desigh, 1999 17, 1-24. Role of
Hydrophobic Effects in Mechanistic Q5AR.

A Leo and D. Hoekman, Perspectives In Drg discoveny and Design, 1999, in press.
Calculating Log Pioctanol) with Mo Missing Fragments: The Problem of Estimating bew
Interaction Paramters.

hame | bioloom | cgsar | cgsar packages | products | contact us
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MEAETEL 3D-QSAR

o, logP, MR MIF, (X, ¥4, Z4)

MIF  (X,, Y5, Z,)
O1 TTapdapeTpol givai

X, Y, Z-0VEEAPTNTOI O! TTaPAUETPOI Eival

X, Y, Z-€§APTNHEVOI
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MEAETEL 3D-QSAR

2 UYKpITIKA AvaAuon Mopiakwy TTediwyv
(CoOMFA)
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MEAETEL 3D-QSAR

TTAeovekTApaTa 3D-QSAR
3D-QSAR




MEAETEL 3D-QSAR

BAuaTa axediaopol avaAuong
CoMFA




MEAETEL 3D-QSAR

Home Cortact s Search Tripos.com |

Products : Support : Partners : Downloads @ News & Events @ About Tripos : Weblog

www.tripos.com

Products Home > Products > SYBYL » Ligand-Based Design > QSAR with CoMFA
SYBYL

Ligand-Based Design

L4
OSAR with ColFA QSAR with CoMFA Aoyiopiko

Topomer CoMFA
Topomer Search

[ 4
Surflex-Sim Create & Visualize Structure-Activity Relationships That Accurately Predict Ligand Affinity na KETO SYbYI

Advanced CoMFA

GALAHAD Overview

HOSAR

VolSurf . ST - . . ) ) -
GSAR with CoMFA™ builds statistical and graphical modelz that relate the properties of molecules (including biclogical

Almond activity) to their structures. These models are then used to predict the properties or activity of novel compounds. Tripos'

Distill paterted Comparstive Moleculsr Field Analysis (CoMFAY has been used as the method of choice in hundreds of

ClogP/CMR published QSAR studies. A wide variety of structural descriptors can be calculated, including B A and the malecular

Tuplets fields of CoMZIA.

GASP

DISCOtech Guantitative structure-activity relationships (3SARs] relate a molecule's chemical properties or biological sctivity to its

structure in order to design products with increased effectiveness. @3AR with CoMFA provides tools to bulld statistical oc.r in conre Brochure SUP 7aai)

and graphical models of activity from molecular structure, and uses these models to make accurate predictions for the

activity of urtested compounds . GSAR with CoMFA organizes structures and their associsted data into Malecular
Informatics Research Center Spreadsheets™ | calculates molecular descriptors, and performs sophisticsted statistical analyses thet reveal patterns

Informatics Partners in structure-activity data. QSAR with CoMFA is fully intedgrated with SYBYL® ta enable visuslization and analysis of
structure-activity relationships.

Lost Your Password?

For more information abourt
Tripos products and services Contaur plots from a CoMSIA analysis of thrombin inhibitors . (Left) Regions of favorable steric interactions are
please contact us: shovwn in green; stetically unfavorable regions are shown in yellow . (Right) Blue contours indicate regions swhere

= - 800-323-2960 @ hydraphobic interactions enhance hinding, red contours show regions where hydrophohic propetties decrease
affinity. These contours were used to design & novel inhibitor, displayed in blue, predicted to have ~100x grester
affinity. The pipetidine ring of the original inhibitar was enlarged to a decaline system in order to occupy regions that
favar both steric bulk and hydrophobic groups. The methyl ester was changed to a methyl group to reduce
unfavorakle steric interactions while still occupying a region favarable for hydrophokic irteractions

Tel: E= +1-314-647-1099 &
Fax: +1-314-647-9241

Key Benefits

Develop gquanttstive structure-activity relationships

Predict the properties and activities of untested molecules

Compare ditferent QSAR models statistically and visually

Dptimize the properties of & lead compound

“alidate madels of receptor binding sites

Generate hypotheses about the characteristics of a receptor binding site
Prioritize compounds for syrthesis of screening

Determine key structural reguirements for high affinity receptor ligands
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Structural Alignment
training set

Ki for CB2
€Y

S. Durdagi, A.Kapou, T.Kourouli, T. Andreou, S. - 374.4
P. Nikas, V. R. Nahmias,D. P. Papahatjis, M. G. -
Papadopoulos, T. Mavromoustakos, The ) 1osa0 | 5172128

Application of 3D-QSAR Studies for Novel -
Cannabinoid Ligands Substituted at the ’ 5777|1078
C1¢Position of the Alkyl Side Chain on the
Structural Requirements for Binding to
Cannabinoid Receptors CB1 and CB2, J. Med.
Chem. 2007, 50, 2875-2885
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MEAETEL 3D-QSAR

Template: AMG 3
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MEAETEL 3D-QSAR

Results
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PLS analysis

Cross-Validated Analyses of the CB1 and CB2 CoMFA Model Based on AMG 3
Conformer as Templates

MNo. of Number of Optimal
Template Compound | Compound in Component

Training Sei
AMIG3 13 =

AMG3 13 S
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MEAETEL 3D-QSAR

CE1 CoMFA model

CEZ CoMFA model

r 0,954

Standart Error of Estimate 0.110
Probability of r 0.000

F 228520
steric: Electrostatic Field Eatio 0.51:.04%9

0.9%4
0.101
0.000
2471738
0.52:048

CB1 CoMFA model
Cclmpnund nkE; (Dbserved}l EKﬂi‘l:pmdicted:I

CB2 CoMFA model
pE;lhserved)  pEjlpredicted)
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Calculated pKi
= s
A -] A L'=]

=)

PLS analysis-CoMFA

e
ta

2
:
=
d -
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MEAETEL 3D-QSAR

Discussion & Conclusion




MEAETEL 3D-QSAR

http://www.ndsu.edu/qsar_soc

The Cheminformatics and QSAR Society

Highlights

About/Contacts

The 2007 Hansch Award goes to
Andrew Hopkins of Plizer Global
Research and Development,
Sandwich, Kent, LIK.

Or. Martyn Ford passed away on
June ¥, 2007 {obituary).

The Society renamed

CoEPrA 2006: Comparative
Evaluation of Prediction Algorithms
opened in April 2005,

Meetings

Members

Mews

Positions Activity

Fesources

1% International Conference on Drug Design and Join the Society

Discovery, February 3 - 6, 2008, Dubai, UAE send a message to the Society
listserver or read the archive
Do not forget to pay your annual
mermbership fee

L agt wpdated : Movesher 29, 2007
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