
Summary statistics of relevant descriptors and their distribution 

 

Preclinical drugs from MDDR 

 

Statistics  

 RadOfGyration Shadow_Xlengt

h 

FractionSP3 LogD 

N 
Valid 11999 11999 11999 12020 

Missing 0 0 0 0 

Mean 5.1490 18.5021 .3942 2.5391 

Median 4.9791 17.8625 .3704 2.7410 

Mode 3.04
a
 12.75

a
 .50 .0000 

Std. Deviation 1.36612 4.87343 .21787 2.6488 

Variance 1.866 23.750 .047 7.016 

Skewness 1.599 1.516 .555 -.730 

Std. Error of Skewness .022 .022 .022 .022 

Kurtosis 6.608 6.211 .023 7.691 

Std. Error of Kurtosis .045 .045 .045 .045 

a. Multiple modes exist. The smallest value is shown  

 



 

 

 



 

 

 



 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 



Phase 1 drugs from MDDR 

 

Statistics  

 RadOfGyration Shadow_Xlengt

h 

FractionSP3 LogD 

N 
Valid 860 860 860 866 

Missing 2 2 2 0 

Mean 5.0668 18.2682 .41 2.3153 

Median 4.8859 17.5944 .39 2.4545 

Mode 3.98
a
 16.61 1 .0000 

Std. Deviation 1.40204 4.96038 .216 2.6820 

Variance 1.966 24.605 .047 7.194 

Skewness 1.232 1.084 .503 .146 

Std. Error of Skewness .083 .083 .083 .083 

Kurtosis 3.015 2.198 -.106 4.890 

Std. Error of Kurtosis .167 .167 .167 .166 

a. Multiple modes exist. The smallest value is shown  

 



 

 

 



 

 

 



 

 

 



 

 

 

 

 

 

 

 

 

 

 

 



Phase 2 drugs from MDDR 

 

Statistics  

 RadOfGyration Shadow_Xlengt

h 

FractionSP3 LogD 

N 
Valid 1200 1200 1200 1202 

Missing 0 0 0 0 

Mean 5.0143 18.0213 .4270 2.2448 

Median 4.8464 17.3299 .4000 2.4735 

Mode 3.21
a
 11.39

a
 .50 .0000

a
 

Std. Deviation 1.37029 4.86477 .21821 2.6759 

Variance 1.878 23.666 .048 7.161 

Skewness 1.140 1.126 .507 -.703 

Std. Error of Skewness .071 .071 .071 .071 

Kurtosis 2.593 2.624 .018 1.997 

Std. Error of Kurtosis .141 .141 .141 .141 

a. Multiple modes exist. The smallest value is shown  

 



 

 

 



 

 

 



 

 

 



 

 

 

 

 

 

 

 

 

 

 

 



Phase 3 Drugs from MDDR database 

 

Statistics  

 RadOfGyration Shadow_Xlengt

h 

FractionSP3 LogD 

N 
Valid 310 310 310 312 

Missing 0 0 0 0 

Mean 4.8420 17.3862 .409 2.0245 

Median 4.7092 16.7223 .375 2.3590 

Mode 3.72
a
 12.53

a
 .5 -3.6250

a
 

Std. Deviation 1.20275 4.33604 .2351 2.76160 

Variance 1.447 18.801 .055 7.626 

Skewness .885 .925 .412 -.888 

Std. Error of Skewness .138 .138 .138 .138 

Kurtosis 2.046 1.909 -.463 2.233 

Std. Error of Kurtosis .276 .276 .276 .275 

a. Multiple modes exist. The smallest value is shown  

 



 

 

 



 

 

 



 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 



Launched Drugs from MDDR database 

 

Statistics  

 RadOfGyration Shadow_Xlengt

h 

FractionSP3 LogD 

N 
Valid 1460 1460 1460 1483 

Missing 0 0 0 0 

Mean 4.4570 16.0812 .4550 1.4177 

Median 4.2225 15.2969 .4375 1.6600 

Mode 2.95
a
 11.68

a
 .50 .0000 

Std. Deviation 1.28461 4.54541 .23919 2.8919 

Variance 1.650 20.661 .057 8.363 

Skewness 2.187 2.073 .312 -.538 

Std. Error of Skewness .064 .064 .064 .064 

Kurtosis 12.087 10.820 -.392 3.361 

Std. Error of Kurtosis .128 .128 .128 .127 

a. Multiple modes exist. The smallest value is shown  

 



 

 

 



 

 

 



 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 



Discontinued Drugs in MDDR Database 

 

Statistics  

 RadOfGyration Shadow_Xlengt

h 

FractionSP3 LogD 

N 
Valid 219 219 219 219 

Missing 0 0 0 0 

Mean 4.9623 17.7666 .404 2.2871 

Median 4.8454 17.2583 .391 2.4420 

Mode 2.32
a
 8.73

a
 .5 2.066

a
 

Std. Deviation 1.21096 4.37166 .2069 2.8113 

Variance 1.466 19.111 .043 9.904 

Skewness .941 .991 .449 -.137 

Std. Error of Skewness .164 .164 .164 .164 

Kurtosis 1.893 1.763 -.123 .587 

Std. Error of Kurtosis .327 .327 .327 .327 

a. Multiple modes exist. The smallest value is shown  

 



 

 

 



 

 

 



 

 

 



 

 

 

 

 

 

 

 

 

 

 

 



Withdrawn drugs from MDDR Database 

 

Statistics  

 RadOfGyration Shadow_Xlengt

h 

FractionSP3 LogD 

N 
Valid 50 50 50 50 

Missing 0 0 0 0 

Mean 4.5323 16.3529 .4157 1.8950 

Median 4.3114 15.4177 .3780 1.8335 

Mode 2.27
a
 8.39

a
 .33 3.889 

Std. Deviation 1.05800 4.04674 .21765 2.420 

Variance 1.119 16.376 .047 5.857 

Skewness .626 1.165 .675 -1.233 

Std. Error of Skewness .337 .337 .337 .337 

Kurtosis .959 2.715 .414 3.098 

Std. Error of Kurtosis .662 .662 .662 .662 

a. Multiple modes exist. The smallest value is shown  

 



 

 

 



 

 

 



 

 

 



 

 

 

 


