	State
	Energy ()
	Ave. RMSD1 (Å)
	Ave. Q2

	
	NBD1-WT
	NBD1-

F508
	NBD1-

F508A
	NBD1-WT
	NBD1-

F508
	NBD1-

F508A
	NBD1-WT
	NBD1-

F508
	NBD1-

F508A

	S1
	-634 (7)
	-634 (6)
	-634 (5)
	2.9 (0.3)
	2.5 (0.3)
	2.9 (0.2)
	0.79 (0.01)
	0.79 (0.01)
	0.81 (0.01)

	S2
	-601 (12)
	-613 (10)
	-589 (8)
	4.0 (0.6)
	3.2 (0.6)
	5.3 (2.2)
	0.77 (0.01)
	0.78 (0.01)
	0.76 (0.02)

	S3
	-554 (8)
	-560 (8)
	-552 (6)
	6.5 (1.8)
	6.0 (1.6)
	5.5 (1.7)
	0.72 (0.01)
	0.72 (0.01)
	0.72 (0.02)

	S4
	-523 (7)
	-523 (7)
	-525 (7)
	9.2 (2.1)
	9.2 (1.8)
	8.9 (2.2)
	0.69 (0.01)
	0.69 (0.01)
	0.70 (0.01)

	S5
	-478 (10)
	nd3
	-472 (11)
	11.4 (1.7)
	nd3
	12.4 (2.2)
	0.64 (0.02)
	nd3
	0.63 (0.02)

	S6
	nd3
	-458 (12)
	nd3
	nd3
	12.5 (2.2)
	nd3
	nd3
	0.61 (0.01)
	nd3

	S7
	-421 (18)
	412 (8)
	416 (11)
	14.7 (2.4)
	15.1 (2.3)
	15.2 (2.6)
	0.58 (0.02)
	0.56 (0.17)
	0.57 (0.02)

	S8
	nd3
	-366 (16)
	-370 (10)
	nd3
	17.7 (2.4)
	17.3 (2.1)
	nd3
	0.51 (0.15)
	0.53 (0.01)

	S9
	-332 (20)
	-300 (15)
	-299 (20)
	19.5 (2.7)
	21.1 (3.2)
	21.7 (3.1)
	0.48 (0.02)
	0.44 (0.01)
	0.45 (0.02)

	S10
	-257 (17)
	nd3
	nd3
	25.5 (4.4)
	nd3
	nd3
	0.39 (0.01)
	nd3
	nd3


1RMSD, root-mean-square deviation with respect to the native structure

2Fraction of native contacts.

3Intermediate state not detected.

