Residues in contact with NAM:
1. [image: ]The list of residues within 5 Å of NAM in ternary complex (4FVT) and intermediate complex (4BVG) of SIRT3:
	4BVG
	4FVT
	RMSD_full

	ALA146
	ALA146
	0.2912

	SER149
	SER149
	0.3318

	ILE154
	ILE154
	0.3346

	PRO155
	PRO155
	0.9583

	ASP156
	ASP156
	1.2069

	PHE157
	PHE157
	5.9394

	PHE180
	PHE180
	0.4792

	LEU199
	LEU199
	0.6345

	GLN228
	GLN228
	0.3360

	ASN229
	ASN229
	0.3063

	ILE230
	ILE230
	0.4332

	ASP231
	ASP231
	0.12884FVT: light blue
4BVG: orange




On the table I listed the RMSD of each residue after alignment, which can also be found on the histograms in the alignment below (RMSD:full).  The residues are consistent in ternary complex and intermediate complex except for PHE157 in 4FVT, which is not in contact with NAM and highlighted with yellow in the table above.
[bookmark: _GoBack][image: ]GLN228-ASP231
ILE199
PHE180
ILE154-PHE157
SER149
ALA146

The coloring of the residues is using Clustal X coloring scheme shown below.
[image: ]



2. [image: ]The list of residues within 5 Å of NAM in ternary complex (2H4F) and intermediate complex (3D81) of Sir2TM:
	3D81
	2H4F
	RMSD_full

	ALA22
	ALA22
	0.3204

	SER25
	SER25
	0.2696

	ILE30
	ILE30
	0.4366

	PRO31
	PRO31
	0.7241

	ASP32
	ASP32
	1.1173

	PHE33
	PHE33
	1.7296

	PHE48
	PHE48
	0.4111

	MET71
	MET71
	0.8540

	GLB98
	GLB98
	1.1028

	ASN99
	ASN99
	1.1114

	ILE100
	ILE100
	0.5070

	ASP101
	ASP101
	0.2712




PHE48 in the table above (highlighted in yellow) is slightly outside of the 5 Å range, but listed for comparison with the SIRT3 results above. Other than the MET71 (colored in red), all other residues are conserved comparing to SIRT3. 


[image: ]
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