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2
Quantitative structure-activity relationships 

3
Multiple linear regression 

4
Aldol condensation  
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5Optimized Potentials for Liquid Simulations (OPLS) 
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Stepwise Multiple Linear Regression 
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Definition Descriptor Class  

 Eigenvalue 04 from edge adj. matrix weighted by 

resonance integrals 

Eeig04r Edge adjacency indices 

Al-C(=X)-Al          c-038 Atom-centred fragments 

leverage-weighted autocorrelation of lag 

7/weighted by atomic polarizabilities 

HATS7p GETAWAY descriptors 

3D-MoRS - signal 31/weighted by atomic masses Mor31m 3D-MoRS descriptors 

3D -MoRS - signal 02/weighted by atomic 

polarizabilities 

Mor02p 3D-MoRS descriptors 

H autocorrelation of lag 8/weighted by atomic 

masses 

H8m GETAWAY descriptors 

 :انتخاب شذه يگزهافيتوص يابيارس -1-2-3

     

Mor02p Mor31m c-038 HATS7p H8m 
Eeig04r 

     1 Eeig04r 

    1 182/0- H8m 

   1 124/0 149/0 HATS7p 

  1 094/0- 160/0 166/0- c-038 

 1 175/0- 124/0 102/0 316/0- Mor31m 

1 348/0 182/0- 185/0 054/0 253/0 Mor02p 

 :بذست آمذهمذل  يابيو ارس QSARش معادله يآنال -1-2-4

     

QSAR(MLR)

Log (    ) =  -  (Eeig04r) -  (H8m)  (HATS7p) -  

(c-038) +  (Mor31m) +  (Mor02p)  

N = ,  R  = ,  Std. Error of the Estimate =  

(3) 
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Squared correlation coefficients 
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QSAR study of some chalcones derivatives for  

prediction of anti-prostate cancer activities 
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Abstract 

 
We performed structure-activity studies upon an extended series of 36 compounds of chalcone 

derivatives with anti cancer biological activities in LNCaP prostate cancer cell line, using QSAR 

methods that imply analysis of correlations and multiple linear regression; a significant collection of 

six molecular descriptors was used, e.g. Edge adjacency indices, Atom-centered fragments, GETAWAY 

and 3D-MoRS descriptors.  The obtained multi-parametric model when a different class of molecular 

descriptors was used led to correlation coefficient closed to 0.922 which indicate that the model was 

satisfactory for prediction of the anti-cancer activity of substituted chalcones and the same compounds.  

Keywords: Quantitative structure-activity relationships, Multiple linear regression, Anti-cancer 

activity, Chalcones derivatives 
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