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Table S5. Models CO54, MO75 and CO17 derived for the DES’ density (ρ in g/cm3) along with their statistical parameters. 

Model Equation Training set results Test set results 
 
 
 
CO54 
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Ntraining = 854; R2 = 0.883; R2Adj = 0.882; 

F(7,846) = 914.3;  

Q2LOO = 0.881; MAELOO = 0.025;  

rm2 (LOO) = 0.831; ∆rm2 (LOO) = 0.099;  

Q2LCO =0.838; MAELCO = 0.030;  

%AARDtr = 2.186 

 
Ntest = 300; R2Pred = 0.803; 

MAEtest =0.030,  

rm2 (test) = 0.662;  

∆rm2 (test) = 0.114;  

%AARDtest = 2.491 
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Ntraining = 856; R2 = 0.867; R2

Adj = 0.866; 

F(5,850) = 914.3; 

Q2LOO =0.865; MAELOO = 0.025;  

rm2 (LOO) = 0.807; ∆rm2 (LOO) = 0.113;  

Q2LCO =0.844; MAELCO = 0.027;  

%AARDtr = 2.246 

 
Ntest = 298; R2

Pred = 0.802; 

MAEtest =0.028, 

rm2 (test) = 0.726; 

∆rm2 (test) = 0.101;  

%AARDtest = 1.750 
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Ntraining = 837; R2 = 0.930; R2Adj = 0.929; 

F(10,826) = 1095; 

Q2LOO = 0.927; MAELOO = 0.014; 

rm2 (LOO) = 0.895; ∆rm2 (LOO) = 0.062;  

Q2LCO = 0.891; MAELCO = 0.017;  

%AARDtrain = 1.136 

 
Ntest = 317; R2Pred = 0.879; 

MAEtest =0.041;  

rm2 (test) = 0.627;  

∆rm2 (test) = 0.116;  

%AARDtest = 3.927 

 


