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	42
	42
	31.8
	2.4
	36
	10
	4.2
	7.6

	43
	43
	33.4
	1.8
	35
	2.5
	1.6
	0.7

	142
	142
	40.3
	4.3
	54
	7
	13.7
	2.7

	143
	143
	37.8
	3.3
	54
	5.6
	16.2
	2.3

	144
	144
	29.1
	3.4
	35
	2.5
	5.9
	0.9

	146
	146
	40.4
	3.2
	42
	3.8
	1.6
	0.6

	158
	158
	36.9
	1.9
	36
	1.5
	0.9
	0.4

	162
	162
	37.1
	1.3
	44
	3.2
	6.9
	1.9

	183
	183
	33.2
	2.3
	43
	13.2
	9.8
	10.9

	μ
	
	6.8
	3.1

	σ
	
	5.2
	3.5

	RMSD
	
	8.5
	4.6

	R
	
	0.67
	0.14


Values are the average (μ) and standard deviation (σ) of inter-Cβ distance distributions for double mutants (AA1 and AA2) of MSBA in the apo open state as calculated from the best 100 Rosetta models according to score and inter-spin label distance distributions from EPR experiment, respectively. The deviation of Rosetta from experiment in terms μ and σ is also given for each double mutant. The bottom four rows show the mean deviation, standard deviation of the deviation, RMSD, and the correlation coefficient (R) of Rosetta with experiment.
Supplemental Table � SEQ Supplemental_Table \* ARABIC �8�. Using Cβ atoms to approximate the position of spin labels in MSBA in the apo open state.
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