Table 1. Affinity score of the optimal conformation determined by molecular coupling (AutoDock vina 1.1.2), as well as the Ki and RMSD values. 
	Ligand
	Affinity(ΔGbind)
(kcal/mol)
	Ki
(nM)
	Distance from best mode

	
	
	
	rmsd 1.b.
	rmsd u.b.

	[bookmark: OLE_LINK7]DOTA-FAPI-04[image: ]
	

-9.1
	

204.85
	
0.000
	

0.000

	[bookmark: OLE_LINK6]NOTA-FAPI-42[image: ]
	

-8.9
	

287.36
	
0.000
	

0.000

	H3RESCA-FAPI
[image: ]
	

-10.0
	

44.66
	

0.000
	

0.000


Note: The value of Ki is calculated from the Equation: Ki=, where Ki is the inhibition constant, ΔGbind is free energy of binding and the value given by AutoDock vina 1.1.2, R is the universal gas constant with a value of 0.00198179 kcal/(mol·K), and T is the temperature in Kelvin scale used in AutoDock vina 1.1.2 (298.15 K).

Table 2. Biodistribution data of [18F]AlF-H3RESCA-FAPI co-injected with competitor DOTA-FAPI-04 (0.5 mg/mouse, blocking) in U87MG xenografts female mice (n = 3) for 60 min post-injection (p.i.) and selected organ of biodistribution in U87MG xenografts model mice (n = 3) administered with [18F]AlF-H3RESCA-FAPI for 60 min p.i.
	
	Tissue uptake  (%ID/g)

	
	60 min 
	60 min blocking

	Blood
	0.25 ± 0.08
	0.20 ± 0.04

	Brian
	0.03 ± 0.03
	0.01 ± 0.00

	Heart
	0.27 ± 0.13
	0.14 ± 0.12

	Lung
	0.44 ± 0.16
	0.06 ± 0.03

	Liver
	6.99 ± 1.18
	1.43 ± 0.70

	Kidney
	0.66 ± 0.34
	0.58 ± 0.29

	Spleen
	0.32 ± 0.10
	0.20 ± 0.07

	Pancreas
	0.26 ± 0.13
	0.09 ± 0.08

	Stomach
	0.20 ± 0.17
	0.02 ± 0.01

	Intestine
	0.27 ± 0.19
	0.02 ± 0.00

	Muscle
	0.26 ± 0.06
	0.07 ± 0.05

	Bone
	6.60 ± 1.16
	0.49 ± 0.23

	Tumor
	1.10 ± 0.12
	0.05 ± 0.02
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