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Descriptor 

Set Type Derived by # of 
components 

Variance 
explained 

AAs 
Covered 

BLOSUM 
Physicochemical and  

substitution matrix 
VARIMAX 10 n/a 20 

FASGAI Physicochemical Factor Analysis 6 84% 20 

MSWHIM 3D electrostatic potential PCA 3 61% 20 

ProtFP (3) Physicochemical PCA 3 75% 20 

ProtFP (5) Physicochemical PCA 5 83% 20 

ProtFP (8) Physicochemical PCA 8 92% 20 

ProtFP (Feature) Feature based Hashing n/a n/a 20 

ST-scales Topological PCA 5 91% 167 

T-scales Topological PCA 8 72% 135 

VHSE Physicochemical PCA 8 77% 20 

Z-scales (3) Physicochemical PCA 3 n/a 87 

Z-scales (5) Physicochemical PCA 5 87% 87 

Z-scales 

(Binned) 
Physicochemical 

PCA followed 

by binning 
n/a n/a 20 
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Amino Acid PC1 PC2 PC3 PC4 PC5 PC6 PC7 PC8 Feature 

Variance Explained 0.43 0.24 0.08 0.06 0.04 0.03 0.03 0.02 n/a 
Total Variance 

Explained 0.43 0.67 0.75 0.81 0.85 0.88 0.90 0.92 n/a 

G -5.70 -8.72 4.18 -1.35 -0.31 2.91 0.32 -0.11 -176196525 

A -0.10 -4.94 -2.13 1.70 -0.39 1.06 -1.39 0.97 1169372512 

C 4.62 -3.54 1.50 -1.26 3.27 -0.34 -0.47 -0.23 892384356 

V 5.04 -2.90 -2.29 1.38 0.06 0.08 1.79 -0.38 -58134849 

L 5.76 -1.33 -1.71 0.63 -1.70 0.71 -0.05 -0.51 -590269326 

I 6.58 -1.73 -2.49 1.09 -0.34 -0.28 1.97 -0.92 -1784790725 

M 5.11 0.19 -1.02 0.15 0.13 -0.30 -2.95 0.50 -188476976 

F 6.76 0.88 0.89 -1.12 -0.49 -0.55 -0.87 1.05 -1561345091 

W 7.33 4.55 2.77 -2.41 -1.08 1.04 0.23 0.59 -816166777 

Y 3.14 3.59 2.45 -1.27 -0.06 -0.29 1.99 0.30 1237879003 

H 0.17 2.14 1.20 0.71 1.16 -0.38 -1.85 -2.79 -1970548995 

T -2.00 -1.77 -0.70 1.02 1.06 -1.20 0.74 1.65 -266397547 

P -3.82 -2.31 3.45 1.00 -3.22 -3.54 -0.36 -0.30 -576206913 

S -4.57 -2.55 -0.67 1.11 0.99 -1.02 0.11 0.65 -1481898440 

D -6.61 0.94 -3.04 -4.58 0.48 -1.31 0.10 0.94 1957532765 

N -4.88 0.81 0.14 -0.14 1.23 -0.65 1.02 -1.94 -1593568836 

E -5.10 2.20 -3.59 -2.26 -2.14 1.35 -0.45 -1.31 558044215 

Q -3.95 2.88 -0.83 0.52 0.90 0.55 -0.08 0.64 -1986194934 

K -4.99 5.00 0.70 3.00 -1.23 1.41 0.19 0.87 268201585 

R -2.79 6.60 1.21 2.07 1.67 0.76 0.00 0.32 1636879004 
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Descriptor Final 
Rank 

Rank 
ACE  

Inhibitors 

Rank GPCR 
70-30 

validation 

Rank 
GPCR  
LOSO 

Rank NNRTI 
70-30 

validation 

Rank 
NNRTI   
LOSO 

Mean 
Rank 

T-scales 26 2 1 8 5 10 5.2 (±1.7) 

ProtFP (3) 27 9 5 2 9 2 5.4 (±1.6) 

Z-Scales (3) 28 3 10 1 3 11 5.6 (±2.0) 

Z-scales (Binned) 30 1 6 7 10 6 6.0 (±1.5) 

Z-scales (5) 31 7 2 3 6 13 6.2 (±2.0) 

BLOSUM 32 6 7 6 12 1 6.4 (±1.8) 

MSWHIM 35 5 12 4 2 12 7.0 (±2.1) 

ProtFP (5) 35 10 4 11 7 3 7.0 (±1.6) 

FASGAI 38 4 9 9 8 8 7.6 (±1.0) 

VHSE 39 8 11 5 11 4 7.8 (±1.5) 

ProtFP (Feature) 42 13 13 10 1 5 8.4 (±2.4) 

ST-scales 45 12 8 12 4 9 9.0 (±1.5) 

ProtFP (8) 47 11 3 13 13 7 9.4 (±2.0) 
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