Supplementary Table S1. Resolved 3D structures of IDHs and IMDHs used in this study
	PDB ID
	Co-crystallized substrate
	Co-crystallized metal ion*
	Co-crystallized cofactor
	Organism
	Swiss-Prot accession no.

	IDHs

	1ai2
	isocitrate calcium complex
	
	NADP nicotinamide-adenine-dinucleotide phosphate
	Escherichia coli 
	p08200

	1ai3
	isocitric acid-magnesium complex
	
	nicotinamide-(6-deamino-6-hydroxy-adenine)-dinucleotide phosphate
	Escherichia coli 
	p08200

	1bl5
	2-oxyglutaric acid
	magnesium ion
	NADP nicotinamide-adenine-dinucleotide phosphate
	Escherichia coli 
	p08200

	1cw7
	isocitric acid
	magnesium ion
	
	Escherichia coli 
	p08200

	1hqs
	citric acid
	
	
	Bacillus subtilis 
	p39126

	
	
	
	
	
	

	1ika
	2-oxyglutaric acid
	calcium ion
	
	Escherichia coli 
	p08200

	1iso
	
	
	nicotinamide-adenine-dinucleotide
	Escherichia coli 
	p08200

	1lwd
	isocitric acid
	manganese (II) ion
	
	Sus scrofa 
	p33198

	1p8f
	isocitric acid
	magnesium ion
	
	Escherichia coli 
	p08200

	
	
	
	
	
	

	1pb1
	isocitric acid
	
	
	Escherichia coli 
	p08200

	1t09
	
	
	NADP nicotinamide-adenine-dinucleotide phosphate
	Homo sapiens 
	o75874

	1t0l
	isocitric acid
	calcium ion
	NADP nicotinamide-adenine-dinucleotide phosphate
	Homo sapiens 
	o75874

	5icd
	isocitric acid
	magnesium ion
	
	Escherichia coli 
	p08200

	9icd
	
	
	NADP nicotinamide-adenine-dinucleotide phosphate
	Escherichia coli 
	p08200

	IMDHs

	1a05
	3-isopropylmalic acid
	
	
	Thiobacillus ferrooxidans 
	q56268

	1hex
	
	
	nicotinamide-adenine-dinucleotide
	Thermus thermophilus 
	p61495


* The divalent ion is essential for binding of D-isocitrate (see, e.g. Mesecar and Koshland (2000) Nature 403, 614-615)
