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Figure S1. A KN
IM

E w
orkflow

 utilizing the KLIFS platform
 to identify analogs w

ithin KLIFS for every com
pound in a com

pound library in KLIFS. The 
w

orkflow
 starts w

ith collecting all KD
R

 (VEG
FR

2) inhibitors w
ith a pIC

50 value ≥ 5 from
 C

hEM
BL, follow

ed by a fingerprint sim
ilarity analysis (both 

M
AC

C
S and EC

FP- 4) against all KLIFS ligands as collected by the KLIFS KN
IM

E nodes. All com
pounds having a (close) analog in KLIFS, defined b y a 

Tanim
oto sim

ilarity of 0.4 for EC
P -4 and 0.8 for M

AC
C

S, are linked to the best hit in KLIFS together w
ith a list of PD

B - codes in w
hich the ligand is 

present. The rem
aining com

pounds for w
hich no (close) analog w

as identified are show
n in an  interactive table . The KN

IM
E w

orkflow
 can be 

dow
nloaded at  https://github.com

/3D
- e-C

hem
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s  

 


