	   
	Atom
	CN
	  <d>
	    dmin
	dmax
	Vs
	Vp
	    υ
	ECCv
	SPHv
	Valence
sum
	

	
	
	
	
	balićžunićite
	
	
	
	
	

	Bi(1)
	7
	2.5(1)
	2.081(14)
	2.993(16)
	78.712
	19.8(2)
	0.3340
	0.5858
	0.9300
	3.09
	

	Bi(2)
	8
	2.5(3)
	2.164(16)
	2.874(16)
	71.886
	27.3(3)
	0.1224
	0.4873
	0.9236
	3.16
	

	Bi(3)
	7
	2.5(3)
	2.108(15)
	2.918(16)
	68.605
	23.6(3)
	0.0899
	0.4548
	0.8179
	3.17
	

	Bi(4)
	7
	2.5(4)
	2.116(14)
	3.012(16)
	76.962
	21.7(3)
	0.2540
	0.5657
	0.9122
	3.18
	

	Bi(5)
	7
	2.5(3)
	2.090(13)
	2.879(19)
	70.209
	19.4(2)
	0.2700
	0.4848
	0.9479
	3.13
	

	Bi(6)
	6
	2.4(1)
	2.265(14)
	2.524(16)
	59.793
	15.7(2)
	0.1766
	0.2080
	0.9621
	    2.75**
	

	
	
	
	
	
	
	
	
	
	
	
	

	S(1)
	4
	1.49(3)
	1.448(17)
	1.511(15)
	13.700
	1.67(4)
	0.0049
	0.0902
	1.0000
	5.835
	

	S(2)
	4
	1.49(3)
	1.465(15)
	1.532(16)
	13.800
	1.69(3)
	0.0014
	0.0896
	1.0000
	5.787
	

	S(3)
	4
	1.45(3)
	1.43(2)
	1.487(15)
	12.685
	1.55(5)
	0.0021
	0.0811
	0.9999
	6.475
	

	S(4)
	4
	1.48(4)
	1.44(2)
	1.525(15)
	13.496
	1.65(4)
	0.0007
	0.1038
	0.9999
	5.972
	

	S(5)
	4
	1.48(4)
	1.445(15)
	1.521(16)
	13.455
	1.65(4)
	0.0008
	0.1020
	1.0000
	5.987
	

	S(6)
	4
	1.48(2)
	1.469(15)
	1.506(17)
	13.688
	1.68(4)
	0.0009
	0.0483
	0.9996
	5.840
	

	
	
	
	Syn Bi2O(SO4)2 (Aurivillius 1988)
	
	
	
	

	Bi(1)
	7
	2.5(3)
	2.118(55)
	2.969(82)
	67.737
	22(1)
	0.1554
	0.4377
	0.9852
	3.082
	

	Bi(2)
	7
	2.5(3)
	2.090(35)
	2.931(51)
	67.693
	21(1)
	0.1761
	0.4897
	0.8630
	3.493
	

	Bi(3)
	7
	2.5(3)
	2.221(55)
	2.858(56)
	67.100
	21(1)
	0.1892
	0.3991
	0.8892
	2.979
	

	Bi(4)
	7
	2.5(3)
	2.062(58)
	2.874(81)
	67.865
	21(1)
	0.1784
	0.4281
	0.9203
	3.144
	

	Bi(5)
	7
	2.5(3)
	2.173(53)
	2.871(61)
	70.448
	22(1)
	0.1663
	0.4037
	0.9206
	2.708
	

	Bi(6)
	7
	2.5(4)
	2.093(48)
	3.320(51)
	78.758
	23(1)
	0.2235
	0.5865
	0.9105
	3.173
	

	
	
	
	
	
	
	
	
	
	
	
	

	S(1)
	4
	1.49(9)
	1.39(7)
	1.56(6)
	13.715
	1.7(2)
	0.0059
	0.2495
	0.9992
	5.944
	

	S(2)
	4
	1.50(4)
	1.45(5)
	1.55(5)
	14.288
	1.7(2)
	0.0118
	0.1194
	0.9999
	5.555
	

	S(3)
	4
	1.50(4)
	1.46(8)
	1.54(4)
	14.123
	1.7(2)
	0.0055
	0.1133
	0.9970
	5.631
	

	S(4)
	4
	1.53(5)
	1.51(5)
	1.56(5)
	15.016
	1.8(2)
	0.0024
	0.0545
	0.9990
	5.154
	

	S(5)
	4
	1.48(10)
	1.34(4)
	1.58(6)
	13.549
	1.6(2)
	0.0222
	0.2809
	1.0000
	6.139
	

	S(6)
	4
	1.48(7)
	1.41(8)
	1.57(4)
	13.396
	1.6(2)
	0.0130
	0.2143
	0.9985
	6.074
	

	
	
	
	
	
	
	
	
	
	
	
	


Table 6. Coordination parameters* for Bi atoms and sulfate groups in the crystal structures  of balićžunićite and syn Bi2O(SO4)2 (Aurivillius 1988)
<d>: average bond distance, Vs: volume of the circumscribed sphere, Vp: volume of the coordination polyhedron, (: volume distortion, ECCv: volume-based eccentricity of the coordination, SPHv: volume-based sphericity of the coordination.
(*) The parameters for atom coordinations are defined in Balić-Žunić & Makovicky (1996) and in Makovicky & Balić-Žunić (1998). Bond valence calculations were made using the parameters of Brese & O'Keeffe (1991). All calculations were done by IVTON  (Balić-Žunić & Vicković 1996). For the mixed sites the calculated valences of individual species are multiplied by the fractional occupancies and summed.

(**)  Bond valance sum is equal to 2.99 for CN8.
