Table S1. The weight of each energy terms (Methods).

	Energy wrights
	The parameterized value

	WVDW-attr
	1.00

	WVDW-rep
	0.87

	Wsolv
	0.73

	Wbb-hbond
	2.00

	Wbb-sc-hbond
	1.63

	Wsc-hbond
	1.84

	W|aa
	0.63

	W,aa|rot
	0.62

	WCYS
	2.00

	WMET
	-0.49

	WPHE
	2.74

	WILE
	0.52

	WLEU
	0.57

	WVAL
	-0.07

	WTRP
	4.32

	WTYR
	2.46

	WALA
	-1.07

	WGLY
	-1.41

	WTHR
	-0.86

	WSER
	-1.20

	WGLN
	-0.22

	WASN
	-1.15

	WGLU
	-2.16

	WASP
	-2.43

	WHIS
	0.88

	WARG
	-0.04

	WLYS
	-1.33

	WPRO
	0.94


