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Name 
Vitamin D receptor (VDR) 

Target 

TTD ID 
TTDS00251 

 

Target 

Species 
Human 

Chemical 

Type 
Analogues of 1 ,25-dihydroxyvitamin D3 

Mode of 

Action 
Binder 

QSAR 

Model 1 

 

 

QSAR 

Model 2 

 

 

Molecular 

Descriptor 

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

E1v, E1e, Dm, variables encoding atomic distribution; L2m and L1v, variables encoding size; N, 

number of compounds used; R, correlation coefficient; S, standard deviation of regression; Fexp, 

Fisher ratio at 95% confidence level; p, significance of the variables in the model;     
 , SLOO,     

 , 

SLGO, square of correlation coefficient and standard deviation of the leave-one-out and leave-group-out 

crossvalidation respectively; BCUT, Galvez topological charge indices, 2D autocorrelations, and 

WHIM descriptors. 

N is the number of compounds used, R is the correlation coefficient, S is the standard deviation of the 

regression, Fexp is the Fisher ratio at the 95% confidence level, p is the significance of the variables in 

the model, q
2

LOO, SLOO and q
2

LGO, SLGO are the square of the correlation coefficient and the standard 

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


deviation of the leave-one-out and leave-group-out cross-validation, respectively; Descriptors: P1m, 

P2s, Tu, L1v; Atomic distribution (E1v, E1e, and Dm) and size (L1v and L2m) 

Reference 

Quantitative structure–activity relationship studies of vitamin D receptor affinity for analogues of 

1 ,25-dihydroxyvitamin D3.1: WHIM descriptors. Bioorganic & Medicinal Chemistry Letters 15 

(2005) 5165–5169 
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Molecular 

Descriptor 

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

1 RDF055m, 6  RDF095m, and 2  RDF140m, Radial Distribution Function weighted by atomic 

masses at 5.5, 9.5 and 14.0 A respectively; 5  RDF035v, Radial Distribution Function weighted by 

atomic van der Waals volumes at 3.5 A; N, number of compounds included in the model; R2, square 

of correlation coefficient; S, standard deviation of the regression; F, Fisher ratio; p, significance of the 

model;  , ratio between number of cases and adjustable parameter numbers; AIC, Akaike’s 

information criterion; FIT, Kubinyi function;     
  and SLOO, cross-validated squared regression 

coefficient and standard deviation of the LOO procedures respectively;      
 , cross-validated 

squared regression coefficient of the Bootstarpping procedures;     
 , square of correlation 

coefficient of the external set. 

RDF descriptors: RDF035m, RDF055m, RDF095m, RDF140m, RDF035v, RDF095e; Constitutional 

descriptors: Ss, Ms, nBM, nCIR, RBF, nH; Geometrical descriptors: H3D, SPAN, SPAM, ASP, 

L/Bw, SEig; WHIM descriptors: G2u, E3e, P1p, G1p, Kp, Ds; GETAWAY descriptors: HGM, H8v, 

H8p, RARS, R4mþ, R6e. 

Reference 
Radial Distribution Function descriptors for predicting affinity for vitamin D receptor. European 

Journal of Medicinal Chemistry 43 (2008) 1360-1365 
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