Table 2. Anisotropic displacement parameters for atoms in the seven analyzed spinel-hausmannite crystals
	Crystal
	Mn100B
	Mn80B
	Mn70B2
	Mn60D
	Mn60C
	Mn60E
	Mn70c

	T atom
	
	
	
	
	
	
	

	U11(T)
	0.00572(14)
	0.00712(10)
	0.01868(27)
	0.0107(23)
	0.01157(28)
	0.00632(16)
	0.00626(17)

	U22(T)
	0.00572(14)
	0.00712(10)
	0.01868(27)
	0.0107(23)
	0.01157(28)
	0.00632(16)
	0.00626(17)

	U33(T)
	0.00600(15)
	0.00717(13)
	0.01868(27)
	0.0107(23)
	0.01157(28)
	0.00632(16)
	0.00626(17)

	U23(T)
	0
	0
	0
	0
	0
	0
	0

	U13(T)
	0
	0
	0
	0
	0
	0
	0

	U12(T)
	0
	0
	0
	0
	0
	0
	0

	M atom
	
	
	
	
	
	
	

	U11(M)
	0.00337(11)
	0.00430(8)
	0.01802(18)
	0.01055(14)
	0.01109(18)
	0.00621(11)
	0.00582(12)

	U22(M)
	0.00247(12)
	0.00361(8)
	0.01802(18)
	0.01055(14)
	0.01109(18)
	0.00621(11)
	0.00582(12)

	U33(M)
	0.00593(10)
	0.00750(8)
	0.01802(18)
	0.01055(14)
	0.01109(18)
	0.00621(11)
	0.00582(12)

	U23(M)
	–0.00065(6)
	–0.00067(6)
	–0.00110(13)
	–0.00083(8)
	–0.00095(10)
	–0.00063(6)
	–0.00036(6)

	U13(M)
	0
	0
	–0.00110(13)
	–0.00083(8)
	–0.00095(10)
	–0.00063(6)
	–0.00036(6)

	U12(M)
	0
	0
	–0.00110(13)
	–0.00083(8)
	–0.00095(10)
	–0.00063(6)
	–0.00036(6)

	O atom
	
	
	
	
	
	
	

	U11(O)
	0.00425(35)
	0.00542(28)
	0.02787(66)
	0.01965(36)
	0.01994(43)
	0.01288(21)
	0.01073(17)

	U22(O)
	0.00411(36)
	0.00518(27)
	0.02787(66)
	0.01965(36)
	0.01994(43)
	0.01288(21)
	0.01073(17)

	U33(O)
	0.00749(31)
	0.00960(29)
	0.02787(66)
	0.01965(36)
	0.01994(43)
	0.01288(21)
	0.01073(17)

	U23(O)
	0.00028(24)
	0.00057(21)
	–0.00196(50)
	–0.00130(29)
	–0.00091(35)
	–0.00028(17)
	0.00002(14)

	U13(O)
	0
	0
	–0.00196(50)
	–0.00130(29)
	–0.00091(35)
	–0.00028(17)
	0.00002(14)

	U12(O)
	0
	0
	–0.00196(50)
	–0.00130(29)
	–0.00091(35)
	–0.00028(17)
	0.00002(14)


