Table D1. Atomic coordinates (x104) and equivalent isotropic displacement parameters (Å2 x 

103) for Ge-ringwoodite and Ge-anhB. U(eq) is defined as one third of the trace of the orthogonalized Uij tensor. Atomic positions of protons in Ge-anhB are given in Table 6. 

	
	x
	y
	z
	U (eq)

	Ge-ringwoodite
	
	
	
	

	Ge
	1250
	1250
	6250
	20(2)

	Mg
	0
	0
	0
	21(2)

	O
	2(6)
	2(6)
	7498(6)
	22(2)

	Ge-anhydrous phase B
	
	
	
	

	Ge(1)
	0
	0
	0
	4(1)

	Ge(2)
	1256(1)
	5016(1)
	0
	4(1)

	Ge(3)
	1863(1)
	3250(1)
	5000
	6(1)

	Mg(1)*
	0
	5000
	5000
	6(1)

	Mg(2)*
	0
	0
	5000
	5(1)

	Mg(3)*
	1757(1)
	1781(2)
	0
	6(1)

	Mg(4)*
	3260(1)
	1463(2)
	5000
	6(1)

	Mg(5)*
	-44(1)
	2517(1)
	2423(2)
	5(1)

	Mg(6)*
	3316(1)
	4190(1)
	2461(2)
	6(1)

	O(1)
	836(3)
	3380(4)
	0
	6(1)

	O(2)
	4218(3)
	3481(4)
	0
	4(1)

	O(3)
	2518(3)
	31(4)
	0
	7(1)

	O(4)
	686(3)
	3299(4)
	5000
	5(1)

	O(5)
	4131(3)
	3314(4)
	5000
	7(1)

	O(6)
	2565(3)
	-220(4)
	5000
	6(1)

	O(7)
	756(2)
	774(3)
	2235(5)
	5(1)

	O(8)
	4145(2)
	812(3)
	2485(5)
	5(1)

	O(9)
	2427(2)
	2509(3)
	2723(5)
	6(1)

	Notes: 

*


	refined occupancies: Mg(1) 1.02(2); Mg(2) 0.99(2); Mg(3) 0.99(1); Mg(4) 0.98(1); Mg(5) 0.99(1); Mg(6) 0.99(1).


