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Substituted 1-(3,3-diphenylpropyl)-piperidinyl amides 
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Molecular 

Descriptor 

Access the following web-servers to compute molecular descriptors: MoDel and e-dragon 

ICH2: Indicator variable having value 1 if methylene group is present at X position, value 0 otherwise. 

INH: Indicator variable having value 1 if NH group is present at X position, value 0 otherwise 

INHCH: Indicator variable having value 1 if NH–CH2 group is present at X position, value 0 otherwise 

IBRANCH: Indicator variable having value 1 if branching is present at X position, value 0 otherwise 

IETHYL: Indicator variable having value 1 if ethyl group is present at R1-position, value 0 otherwise 

IALLYL: Indicator variable having value 1 if allyl group is present at R1-position, value 0 otherwise 

IC-PRO: Indicator variable having value 1 if c-propyl group is present at R1-position, value 0 otherwise 

IR2_2S: Indicator variable having value 1 if any substituent is present at 2nd position at R2, 0 otherwise 

IR4_3S: Indicator variable having value 1 if any substituent is present at 3rd position at R4, 0 otherwise 

IR4_4S : Indicator variable having value 1 if any substituent is present at 4th position at R4, 0 otherwise 

Lipophilicity ( ), electronic (Hammett  ), and steric (molar refractivity mr and STERIMOL L, B1, and B5). 

Hydrophobic whole molecular descriptor (partition coefficient logPcalcd). Molar refractivity of R3 substituents 

(mrR3_p). The STERIMOL parameter (L) of the para-substituents at R3-position. Lipophilic substituent 

constant ( R2_p) of the para-substituents at the R2-position. Molar refractivity (mr), length (L) and width (B5) 

of para-substituents at R3. Molar refractivity (mr), length (L) and width (B5) of para-substituents at R2. 

Lipophilicity ( ), electronic (Hammett  ) parameters, and width (B5) of para-substituents at R2. The 

http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/


electronic (Hammett   ) parameters of the para-substituents at R3. NHCH2 substituents at X, para-

substituents at R4-position. 

Reference 
Comparative QSAR modeling of CCR5 receptor binding affinity of substituted 1-(3,3-diphenylpropyl)-

piperidinyl amides and ureas. Bioorganic & Medicinal Chemistry Letters 16 (2006) 4467–4474 
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Substituted 1-(3,3-diphenylpropyl)-piperidinyl ureas 
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Molecular 

Descriptor 

Access the following web-servers to compute molecular descriptors: MoDel and e-dragon 

ICH2: Indicator variable having value 1 if methylene group is present at X position, value 0 otherwise. 

INH: Indicator variable having value 1 if NH group is present at X position, value 0 otherwise 

INHCH: Indicator variable having value 1 if NH–CH2 group is present at X position, value 0 otherwise 

IBRANCH: Indicator variable having value 1 if branching is present at X position, value 0 otherwise 

IETHYL: Indicator variable having value 1 if ethyl group is present at R1-position, value 0 otherwise 

IALLYL: Indicator variable having value 1 if allyl group is present at R1-position, value 0 otherwise 

IC-PRO: Indicator variable having value 1 if c-propyl group is present at R1-position, value 0 otherwise 

IR2_2S: Indicator variable having value 1 if any substituent is present at 2nd position at R2, 0 otherwise 

IR4_3S: Indicator variable having value 1 if any substituent is present at 3rd position at R4, 0 otherwise 

IR4_4S : Indicator variable having value 1 if any substituent is present at 4th position at R4, 0 otherwise 

Lipophilicity ( ), electronic (Hammett  ), and steric (molar refractivity mr and STERIMOL L, B1, and B5). 

Hydrophobic whole molecular descriptor (partition coefficient logPcalcd). Molar refractivity of R3 substituents 

(mrR3_p). The STERIMOL parameter (L) of the para-substituents at R3-position. Lipophilic substituent 

constant ( R2_p) of the para-substituents at the R2-position. Molar refractivity (mr), length (L) and width (B5) 

of para-substituents at R3. Molar refractivity (mr), length (L) and width (B5) of para-substituents at R2. 

Lipophilicity ( ), electronic (Hammett  ) parameters, and width (B5) of para-substituents at R2. The 

http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/


electronic (Hammett   ) parameters of the para-substituents at R3. NHCH2 substituents at X, para-

substituents at R4-position. 

Reference 
Comparative QSAR modeling of CCR5 receptor binding affinity of substituted 1-(3,3-diphenylpropyl)-

piperidinyl amides and ureas. Bioorganic & Medicinal Chemistry Letters 16 (2006) 4467–4474 

 


