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Table S1. Screening scores of Lipinski’s rule of five (RO5). The screening scores of RO5 were 

calculated based on the ranking arranged by the number of rules passed. 

target AUC EF (1%) EF (2%) EF (5%) EF (10%) EF (20%) EF (50%) 

Streptokinase 0.463 0.970 0.970 0.970 0.970 0.970 0.970 

PP1 0.497 0.994 0.994 0.994 0.994 0.994 0.994 

TIM10 0.509 1.007 1.007 1.007 1.007 1.007 1.007 

SENP8 0.516 1.020 1.020 1.020 1.020 1.020 1.020 

KCNK9 0.445 0.916 0.916 0.916 0.916 0.916 0.916 

 

PP1, protein phosphatase 1; TIM10, translocate of the inner mitochondrial membrane subunit 10; SENP8, sentrin-

specific protease 8; KCNK9, potassium two-pore domain channel subfamily K member 9; AUC, area under the curve; 

EF, enrichment factor. 

 

Note: The same values were found for all of EF percentages because more than half of the compounds passed all four 

RO5 rules in all targets, as shown in Table S2.  
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Table S2. Cross table of the number of compounds which passed and failed Lipinski’s rule of 

five (RO5). 

a. Streptokinase 

  RO5 pass RO5 fail 

active 1,641 579 
inactive 847 199 

 

b. PPI 

  RO5 pass RO5 fail 

active 735 272 
inactive 692 245 

 

c. TIM10 

  RO5 pass RO5 fail 

active 2,658 283 
inactive 1,502 193 

 

d. SENP8 

  RO5 pass RO5 fail 

active 2,449 42 
inactive 3,523 182 

 

e. KCNK9 

  RO5 pass RO5 fail 

active 1,478 619 
inactive 2,306 514 
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Figure S1. The distributions of the number of rules passed using Lipinski’s rule of five (RO5).  
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c. TIM10 

 

d. SENP8 
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e. KCNK9 
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