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	AA1
	AA2
	Top 200 Disagreement
	Fitted

Disagreement
	Size
	Percent Disagreement Reduction

	59
	159
	0.130
	0.005
	50
	96.0

	60
	90
	0.156
	0.031
	13
	80.5

	60
	94
	0.056
	0.005
	43
	91.3

	60
	109
	0.081
	0.008
	25
	89.6

	60
	154
	0.077
	0.004
	39
	94.8

	61
	128
	0.172
	0.031
	6
	81.9

	61
	135
	0.048
	0.010
	20
	78.8

	62
	109
	0.143
	0.024
	9
	83.4

	62
	123
	0.201
	0.045
	4
	77.4

	62
	134
	0.294
	0.103
	1
	64.9

	62
	155
	0.242
	0.006
	15
	97.6

	64
	122
	0.063
	0.006
	25
	90.4

	65
	76
	0.063
	0.014
	23
	78.0

	65
	135
	0.186
	0.019
	14
	90.0

	82
	94
	0.232
	0.045
	8
	80.7

	82
	132
	0.077
	0.015
	20
	79.9

	82
	134
	0.091
	0.022
	18
	76.1

	82
	155
	0.329
	0.030
	4
	91.0

	83
	123
	0.315
	0.011
	16
	96.5

	83
	155
	0.362
	0.036
	5
	90.0

	93
	108
	0.102
	0.006
	39
	94.5

	93
	112
	0.080
	0.008
	31
	90.6

	93
	123
	0.057
	0.006
	50
	89.1

	93
	134
	0.106
	0.007
	18
	93.2

	93
	154
	0.062
	0.008
	19
	86.8

	94
	123
	0.039
	0.004
	34
	89.8

	94
	132
	0.089
	0.010
	17
	89.3

	108
	123
	0.076
	0.004
	30
	95.0

	108
	134
	0.077
	0.003
	35
	96.6

	108
	155
	0.122
	0.010
	18
	91.8

	109
	134
	0.113
	0.022
	6
	80.5

	115
	155
	0.237
	0.023
	12
	90.4

	116
	134
	0.256
	0.005
	15
	98.0

	119
	128
	0.047
	0.014
	24
	71.5

	119
	131
	0.102
	0.011
	21
	89.0

	123
	131
	0.118
	0.005
	23
	95.5

	128
	155
	0.268
	0.016
	11
	93.9

	140
	151
	0.274
	0.077
	2
	71.9

	μ
	
	0.146
	0.019
	20
	87.3

	σ
	
	0.091
	0.020
	13
	8.1


 
Supplemental Table � SEQ Supplemental_Table \* ARABIC �13�. Disagreement to experimental distance distributions of models selected by score and fitting in T4 lysozyme double mutant models.





For t4-lysozyme, the cumulative Euclidean disagreement values of the best 200 relaxed structures by Rosetta score (Top 200 Disagreement) and an ensemble of Rosetta models selected to fit the experimental (Fitted Disagreement). The disagreement is calculated between the distance distribution obtained from the Rosetta models and the corresponding experimental distance distribution, with 0 being perfect agreement. The size of the fitted ensemble is also provided (Size). The amount that the disagreement is reduced as a percentage of starting disagreement (Percent Disagreement Reduction) is calculated as � EMBED Equation.3 ���
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