Summary of Data collection and phasing statistics
	Compound
	Native
	HgCl EQ 2
	TbNO EQ 4
	Fe 1
	Fe 2

	
	H.A
	
	
	
	 EQ l1
	 EQ l2

	Data collection
	
	
	
	
	
	

	Wavelength (Å)
	1.0092
	1.0092
	1.0092
	1.7389
	1.7370
	1.7408

	Unit cell
	
	
	
	
	
	

	a (Å)
	102.60
	102.06
	102.41
	100.86
	102.36
	

	b (Å)
	171.27
	170.81
	171.63
	170.80
	172.19
	

	c (Å)
	349.88
	348.89
	348.94
	352.72
	351.52
	

	Max.  Resolution (Å)
	3.5
	3.8
	3.5
	3.8
	4.1
	4.1

	Unique reflections
	39135
	30147
	39185
	30344
	23413
	23411

	Completeness (%)
	96.8 (96.8)
	98.9 (98.9)
	99.8 (99.8)
	99.8 (99.8)
	95.4 (97.0)
	95.4 (97.0)

	Redundancy
	4.7
	5.5
	5.6 (2.0)
	6.0
	2.8 (2.6)
	2.8 (2.6)

	 EQ Rsym
	0.07 (0.22)
	0.13
	0.095 (0.38)
	0.072 (0.33)
	12.6 (25.2)
	12.0 (24.8)

	I/
	6.7 (3.4)
	5.4 (1.7)
	5.6 (2.0)
	7.3 (2.4)
	4.1 (2.7)
	4.2 (2.6)

	Phasing
	

	 Number of heavy atom sites
	4
	1
	
	
	

	Phasing Power (acentric/centric)
	1.19/0.91
	0.56/0.37
	
	
	

	R EQ cullis (acentric/centric)
	0.81/0.73
	0.56/0.37
	
	
	

	Figure of Merit (FOM) (acentric/centric)
	0.33/0.57
	
	
	

	FOM after density modification
	0.81
	
	
	

	FOM after phase combination and density modification
	0.88
	
	
	


The refinement used the native data set (see paper); the native H.A. has been prepared and collected like the heavy atom derivatives and was used for early stages of the phasing.  EQ Rsym= \I\su(,, )|I-<I>|/ \I\su(,, )I\, where I is the intensity;  EQ RCullis= \I\su(,, )|FPH-FP|-FH\(calc\)/ \I\su(,, )|FPH-FP|, where  EQ FH\(calc\) is the calculated contribution of the heavy atom;  EQ FOM=<| \I\su(,, )P\(a\)e\s\up4(ia)/ \I\su(,, )P\(a\)|>, where  is the phase and P() its probability distribution. The Fe data sets have only been used for the localisation of iron atoms (see Fig. 5a)

