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Supplementary Figures 

 

Figure S1. Molecular structures of the 35 investigated drugs. 
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Figure S2. Principal component analysis. (a) Score plot of the observations along the two principal 

components (PC1, PC2). A binary classification color code (red, green) is used to point out the high- 

and low-permeable drugs. (b) Loading plot depicting clusters of variables. (c) Proportion of variance 

plot with the variance explained by each PC. PC1 and PC2 were selected based on parallel analysis. 
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Figure S3. 2D plots of the logarithm of apparent permeability (Papp) versus (a) globularity, (b) intrinsic 

solubility (cLogS), (c) molecular weight (MW), and (d) the Van der Waals Surface (VDW Surface). The 

gray area represents the prediction bands using a 90% confidence level.  

 

Figure S4: 3D plot depicting the chemical space of the dataset defined by cLogS, MW, and VDW Surface 

using a binary or a ternary classification system. The tables report the thresholds used to classify the 

dataset. 
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Figure S5. Comparison of the apparent permeability measured without (violet) and with (yellow) 

mucus. Statistical significance was calculated by applying the Student’s t test; a p<0.05 was considered 

to be statistically significant and indicated with asterisks (i.e., *p<0.05, **p<0.01, ***p<0.001, ****p<0.0001). 
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Supplementary Tables 

 

Table S1. Molecular descriptors dataset. 
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Table S2. HPLC-ESI-MS analytical conditions of the investigated drugs. 
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Table S3. Compliance of the dataset to Lipinski’s rule of 5 (Ro5). The partition coefficient (cLogP) is 

the average of cLogP calculated with MarvinSketch, ADMETLab 2.0, and DataWarrior. 
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Table S4. Compliance of the dataset to Veber’s rule. 
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Table S5. Molecular descriptors that have the strongest correlation coefficient (Bravais-Pearson) with 

the apparent permeability (Papp) . 

 

Table S6. Molecular descriptors that have the strongest correlation coefficient (Bravais-Pearson) with 

the apparent permeability (Papp) measured in the presence of mucus. 

 


