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Supplementary Figure S1: Structural similarity and physicochemical properties of most-druggable phytochemicals in IMPPAT database. (a) Similarity matrix for the 14 most-druggable phytochemicals with QEDw score ≥ 0.9 based on Tanimoto coefficient (Tc) between pairs of chemicals computed using ECFP4 molecular fingerprints. Note the chemical identifiers of 14 most-druggable phytochemicals in the similarity matrix have been consistently numbered from 1 to 14 across different panels of this figure. (b) Similarity network for the 14 most-druggable phytochemicals constructed using a stringent threshold value of Tc ≥ 0.5 to determine edges in the graph. We find that the similarity network can be partitioned into a large connected component of 7 phytochemicals, a smaller connected component of 2 phytochemicals and 5 isolated phytochemicals. (c) Principal component analysis (PCA) of the 14 most-druggable phytochemicals based on their physicochemical properties. The first and second principal components can together explain 69% of the total variance in the dataset. 

image1.tiff
a Structural similarity of druggable phytochemicals b

with score >=0.9

00000 e
0:@00 0000
®

&"3'. . (]

00
&5

Similarity network of druggable phytochemicals

with score >=0.9

8. Cajanol 9. Persicogenin

S°

&

] 01 02 03 04 05 06 07 08 09 1
10. Truxillic Acid 11. Leridol 12. Skullcapflavone |

13. Abrectorin 14. Onosmone

1. Irisolone

5. Irisolidone

4.7-0-Mothyltoctorigenin

Second principal component

13 P
10 N i 1T e
7 7 2 @
3@
01 4 @
5 @
-1 1 6 @
9 7 @
-2 A1 ® 8 °

8

L] s @
31 e 0 e
n e
41 12 e
" 130

5 | .
T T T T T T T T " e

-10 -8 -6 -4 -2 0 2 4

First principal component

CID:165103
CID:44257359
CID:11724915
CID:5487785
CID:5281781
CID:10470863
CID:5318869
CID:442670
CID:320054
CID:78213
CID:10495449
CID:5320399
CID:44257585
CID:102212116





