Supplementary Table 2: Backbone and heavy atom root mean square deviation (RMSD) in A for I27 in-silico mutants.

RMSD values were measured by comparing the equilibrated wild type structure with the mutant structures after 5 ns equilibration. All mutants remained remarkably stable with a backbone RMSD < 1.4 Å.

	Mutant
	Backbone RMSD
	Heavy atom RMSD

	I2A
	1.2
	1.8

	V4A
	1.1
	1.6

	V13A
	1.0
	1.5

	F21A
	0.9
	1.5

	I23A
	0.9
	1.5

	L25A
	1.2
	1.8

	V30A
	1.1
	1.7

	I49A
	1.1
	1.8

	L58A
	1.1
	1.7

	V71A
	1.3
	2.0

	F73A
	1.2
	1.7

	L78A
	1.3
	1.8

	L84A
	1.1
	1.6

	V86A
	1.0
	1.6


