	
	A
	V
	P
	T
	S
	N
	D
	R
	K
	E
	Q
	L
	I
	F
	Y
	W
	M
	C
	H

	A
	4.5
	5.3
	5.2
	5.4
	4.9
	4.7
	4.7
	4.9
	5.0
	5.1
	4.9
	4.7
	4.9
	5.1
	4.6
	4.3
	4.9
	4.9
	4.7

	V
	
	5.6
	5.5
	5.5
	5.2
	5.5
	5.5
	5.6
	5.7
	5.6
	5.5
	5.4
	5.5
	5.6
	5.5
	5.4
	5.4
	5.3
	5.2

	P
	
	
	5.6
	5.7
	5.0
	5.3
	5.3
	5.8
	5.7
	5.5
	5.6
	5.3
	5.3
	5.4
	5.5
	5.1
	5.3
	5.2
	5.3

	T
	
	
	
	5.4
	5.2
	5.4
	5.3
	5.7
	5.7
	5.6
	5.5
	5.4
	5.5
	5.6
	5.3
	5.5
	5.4
	5.3
	5.4

	S
	
	
	
	
	5.4
	5.3
	5.2
	5.2
	5.2
	5.1
	5.2
	5.3
	5.5
	5.3
	5.6
	5.4
	5.4
	5.4
	5.3

	N
	
	
	
	
	
	5.5
	5.6
	5.7
	5.6
	5.4
	5.5
	5.5
	5.7
	5.6
	5.8
	5.9
	5.8
	5.3
	5.6

	D
	
	
	
	
	
	
	5.5
	5.6
	5.5
	5.6
	5.6
	5.6
	5.7
	5.7
	6.1
	5.8
	5.6
	5.4
	5.7

	R
	
	
	
	
	
	
	
	6.3
	5.8
	5.8
	5.8
	5.7
	5.6
	5.9
	5.9
	5.6
	5.5
	5.2
	5.6

	K
	
	
	
	
	
	
	
	
	5.7
	5.6
	5.8
	5.5
	5.5
	5.7
	5.6
	5.6
	5.6
	5.4
	5.6

	E
	
	
	
	
	
	
	
	
	
	5.7
	5.7
	5.5
	5.6
	5.8
	5.8
	5.7
	5.7
	5.1
	5.5

	Q
	
	
	
	
	
	
	
	
	
	
	5.7
	5.4
	5.6
	5.7
	5.7
	5.4
	5.6
	5.2
	5.5

	L
	
	
	
	
	
	
	
	
	
	
	
	5.6
	5.7
	5.6
	5.8
	5.5
	5.6
	5.3
	5.6

	I
	
	
	
	
	
	
	
	
	
	
	
	
	5.8
	5.6
	5.7
	5.7
	5.7
	5.5
	5.7

	F
	
	
	
	
	
	
	
	
	
	
	
	
	
	5.9
	5.8
	5.9
	5.6
	5.1
	5.5

	Y
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	6.1
	6.0
	5.7
	5.6
	6.2

	W
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	6.2
	5.6
	5.1
	6.0

	M
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	5.5
	5.5
	5.7

	C
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	5.4
	5.2

	H
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	5.5



S3 Table. Inner well diameters. Inner well diameters (Å) between side-chain centroids which are estimated from 711 PDBs with heavy atom distance cutoff 4.5Å. For outer well diameters, see the supplemental table 3 of the reference.[38] 
