TABLE 3a. Site labels, occupancy factors and anisotropic displacement parameters for paděraite from Băiţa Bihor
	ATOMa
	sof
	Uiso
	U11
	U22
	U33
	U13

	Pb (Me2)
	
	0.0298(6)
	0.0286(12)
	0.0383(14)
	0.0211(11)
	0.0042(9)

	Bi1(Me5)
	
	0.0144(4)
	0.0165(9)
	0.0130(9)
	0.0125(9)
	0.0017(7)

	Bi2(Me6)
	
	0.0136(4)
	0.0140(9)
	0.0136(9)
	0.0131(9)
	0.0033(7)

	Bi3b(Me7)
	0.710(5)
	0.0222(10)
	0.0234(17)
	0.0267(18)
	0.0162(16)
	0.0046(11)

	Ag3b(Me7)
	0.290(5)
	0.0222(10)
	0.0234(17)
	0.0267(18)
	0.0162(16)
	0.0046(11)

	Bi4(Me10)
	
	0.0145(4)
	0.0157(9)
	0.0146(9)
	0.0128(9)
	0.0029(7)

	Bi5(Me13)
	
	0.0145(4)
	0.0128(9)
	0.0138(9)
	0.0153(9)
	0.0006(7)

	Bi6(Me14)
	
	0.0179(5)
	0.0180(9)
	0.0164(9)
	0.0192(9)
	0.0045(8)

	Bi7(Me15)
	
	0.0220(5)
	0.0307(11)
	0.0142(9)
	0.0171(9)
	0.0001(9)

	Bi8(Me16)
	
	0.0133(4)
	0.0120(9)
	0.0109(9)
	0.0151(9)
	0.0004(7)

	Bi9(Me17)
	
	0.0130(4)
	0.0131(9)
	0.0128(9)
	0.0124(9)
	0.0024(7)

	Bi10(Me18)
	
	0.0134(4)
	0.0138(9)
	0.0128(9)
	0.0130(9)
	0.0026(7)

	Bi11(Me19)
	
	0.0126(4)
	0.0135(9)
	0.0104(9)
	0.0137(9)
	0.0030(7)

	Bi12(Me20)
	
	0.0154(4)
	0.0141(9)
	0.0129(9)
	0.0174(9)
	0.0013(7)

	Cu1(Me3)
	
	0.033(2)
	0.057(5)
	0.023(4)
	0.018(3)
	0.010(4)

	Cu2(Me4)
	
	0.023(2)
	0.027(4)
	0.016(3)
	0.025(4)
	0.005(3)

	Cu3(Me8)
	
	0.022(2)
	0.020(3)
	0.020(3)
	0.024(3)
	0.001(3)

	Cu4(Me9)
	
	0.036(2)
	0.057(5)
	0.025(4)
	0.032(4)
	0.020(4)

	Cu5(Me11)
	
	0.025(2)
	0.019(3)
	0.025(4)
	0.032(4)
	0.007(3)

	Cu6(Me12)
	
	0.031(2)
	0.058(5)
	0.023(4)
	0.011(3)
	0.008(3)

	Cu7(Me1)
	
	0.102(5)
	0.051(7)
	0.18(2)
	0.060(7)
	0.019(6)

	S1
	
	0.010(2)
	0.008(5)
	0.007(5)
	0.016(6)
	0.006(4)

	S2
	
	0.012(2)
	0.009(5)
	0.010(5)
	0.018(6)
	0.005(5)

	S3
	
	0.022(3)
	0.019(7)
	0.015(6)
	0.035(8)
	0.012(6)

	S4
	
	0.019(3)
	0.013(6)
	0.019(6)
	0.022(7)
	0.001(5)

	S5
	
	0.020(3)
	0.018(6)
	0.021(7)
	0.016(6)
	0.003(5)

	S6
	
	0.090(2)
	0.012(5)
	0.006(5)
	0.009(5)
	0.002(4)

	S7
	
	0.014(3)
	0.023(6)
	0.001(5)
	0.013(6)
	0.003(5)

	S8
	
	0.016(3)
	
	
	
	

	S9
	
	0.008(2)
	0.003(5)
	0.011(6)
	0.011(5)
	0.004(4)

	S10
	
	0.018(3)
	0.027(7)
	0.007(6)
	0.018(6)
	0.003(5)

	S11
	
	0.036(4)
	0.049(10)
	0.033(9)
	0.024(8)
	0.004(7)

	S12
	
	0.013(3)
	0.015(6)
	0.012(6)
	0.015(6)
	0.007(6)

	S13
	
	0.010(2)
	
	
	
	

	S14
	
	0.013(3)
	0.012(6)
	0.014(6)
	0.010(6)
	0.001(5)

	S15
	
	0.013(3)
	0.018(6)
	0.017(6)
	0.002(5)
	0.002(4)

	S16
	
	0.015(3)
	0.024(7)
	0.007(6)
	0.014(6)
	0.006(5)

	S17
	
	0.013(3)
	0.010(5)
	0.016(6)
	0.015(6)
	0.006(5)

	S18
	
	0.013(3)
	0.024(6)
	0.004(5)
	0.012(6)
	0.004(5)

	S19
	
	0.017(3)
	0.010(6)
	0.020(7)
	0.015(6)
	0.003(5)

	S20
	
	0.010(2)
	0.006(5)
	0.009(5)
	0.016(6)
	0.003(4)

	S21
	
	0.015(3)
	0.013(6)
	0.006(5)
	0.023(7)
	0.001(5)

	S22
	
	0.017(3)
	0.005(5)
	0.015(6)
	0.022(7)
	0.010(5)


  U12 = U23 = 0 by symmetry; sof: site-occupancy factor

a: The site labels follow the structure refinements of paděraite by Mumme (1986) 

b: New split position (this study).
TABLE 4a. Site labels, occupancy factors and anisotropic displacement parameters for paděraite from Swartberg

	ATOMa
	sof
	Uiso
	U11
	U22
	U33
	U13

	Pb
	
	0.0289(3)
	0.0299(7)
	0.0366(7)
	0.0201(7)
	0.0065(6)

	Bi1
	
	0.0143(2)
	0.0199(5)
	0.0117(5)
	0.0102(6)
	0.0022(5)

	Bi2
	
	0.0126(2)
	0.0155(5)
	0.0104(5)
	0.0117(6)
	0.0033(4)

	Bi3b
	0.680(2)
	0.0177(5)
	0.0199(9)
	0.0222(9)
	0.0099(9)
	0.0022(7)

	Cu8b
	0.320(2)
	0.024(4)
	
	
	
	

	Bi4
	
	0.0144(2)
	0.0171(5)
	0.0141(5)
	0.0111(6)
	0.0023(5)

	Bi5
	
	0.0134(2)
	0.0130(5)
	0.0127(5)
	0.0130(6)
	0.0009(4)

	Bi6
	
	0.0157(2)
	0.0199(5)
	0.0130(5)
	0.0146(6)
	0.0054(5)

	Bi7
	
	0.0205(3)
	0.0327(6)
	0.0125(5)
	0.0128(6)
	0.0002(5)

	Bi8
	
	0.0131(2)
	0.0132(5)
	0.0099(5)
	0.0145(6)
	0.0007(4)

	Bi9
	
	0.0135(2)
	0.0160(5)
	0.0124(5)
	0.0113(6)
	0.0026(4)

	Bi10
	
	0.0130(2)
	0.0167(5)
	0.0113(5)
	0.0109(6)
	0.0033(4)

	Bi11
	
	0.0127(2)
	0.0156(5)
	0.0090(5)
	0.0129(6)
	0.0030(4)

	Bi12
	
	0.0135(2)
	0.0149(5)
	0.0104(5)
	0.0134(6)
	0.0005(4)

	Cu1
	
	0.0313(9)
	0.055(3)
	0.026(22)
	0.014(2)
	0.011(2)

	Cu2
	
	0.0225(8)
	0.021(2)
	0.017(2)
	0.029(2)
	0.006(2)

	Cu3
	
	0.0244(9)
	0.026(2)
	0.019(2)
	0.025(2)
	0.002(2)

	Cu4
	
	0.0308(9)
	0.053(3)
	0.023(2)
	0.021(2)
	0.018(2)

	Cu5
	
	0.0235(8)
	0.024(2)
	0.018(2)
	0.029(2)
	0.007(2)

	Cu6
	
	0.0314(9)
	0.054(3)
	0.027(2)
	0.013(2)
	0.009(2)

	Cu7
	
	0.120(3)
	0.057(4)
	0.193(8)
	0.080(6)
	0.034(4)

	S1
	
	0.012(1)
	0.011(3)
	0.010(3)
	0.011(4)
	0.003(3)

	S2
	
	0.016(1)
	0.020(3)
	0.009(3)
	0.015(4)
	0.002(3)

	S3
	
	0.015(1)
	0.022(3)
	0.007(3)
	0.019(4)
	0.010(3)

	S4
	
	0.013(1)
	0.013(3)
	0.008(3)
	0.014(4)
	0.002(3)

	S5
	
	0.012(1)
	0.010(3)
	0.012(3)
	0.012(4)
	0.002(3)

	S6
	
	0.013(1)
	0.013(3)
	0.013(3)
	0.012(4)
	0.002(3)

	S7
	
	0.012(1)
	0.015(3)
	0.009(3)
	0.013(4)
	0.004(3)

	S8
	
	0.013(1)
	0.018(3)
	0.007(3)
	0.015(4)
	0.006(3)

	S9
	
	0.011(1)
	0.011(3)
	0.009(3)
	0.013(4)
	0.003(3)

	S10
	
	0.010(1)
	
	
	
	

	S11
	
	0.025(2)
	0.038(5)
	0.030(4)
	0.005(4)
	0.002(4)

	S12
	
	0.013(1)
	0.015(3)
	0.015(3)
	0.010(4)
	0.006(3)

	S13
	
	0.014(1)
	0.013(3)
	0.011(3)
	0.017(4)
	0.002(3)

	S14
	
	0.012(1)
	0.017(3)
	0.011(3)
	0.008(4)
	0.006(3)

	S15
	
	0.014(1)
	
	
	
	

	S16
	
	0.013(1)
	0.020(3)
	0.010(3)
	0.009(3)
	0.005(3)

	S17
	
	0.017(2)
	0.023(4)
	0.015(3)
	0.016(4)
	0.009(3)

	S18
	
	0.014(1)
	0.017(3)
	0.011(3)
	0.014(4)
	0.004(3)

	S19
	
	0.014(1)
	0.013(3)
	0.017(3)
	0.011(4)
	0.004(3)

	S20
	
	0.013(1)
	0.015(3)
	0.016(3)
	0.005(4)
	0.001(3)

	S21
	
	0.010(1)
	0.009(3)
	0.012(3)
	0.009(4)
	0.002(3)

	S22
	
	0.013(1)
	0.014(3)
	0.013(3)
	0.009(4)
	0.002(3)


TABLE 5a. Selected interatomic Bi-S, Pb-S, Ag-S and Cu-S distances (Å) for paděraite from Băiţa Bihor
	Pb
	
	
	Bi1
	
	
	Bi2
	
	
	Bi3
	
	
	Ag
	
	
	Bi4
	
	
	Bi5
	

	S4
	3.040(12)
	
	S8
	2.638(10)
	
	S16
	2.720(12)
	
	S11
	2.615(12)
	
	S17
	2.125(16)
	
	S20
	2.618(10)
	
	S19
	2.598(12)

	S4
	3.040(12)
	
	S8
	2.638(10)
	
	S10
	2.792(10)
	
	S11
	2.615(12)
	
	S11
	2.349(11)
	
	S14
	2.631(8)
	
	S17
	2.696(8)

	S5
	3.068(11)
	
	S1
	2.667(10)
	
	S10
	2.792(10)
	
	S17
	2.806(12)
	
	S11
	2.349(11)
	
	S14
	2.631(8)
	
	S17
	2.696 8)

	S5
	3.068(11)
	
	S9
	3.061(9)
	
	S9
	2.795(8)
	
	S10
	2.977(11)
	
	
	
	
	S13
	3.151(9)
	
	S10
	3.037(14)

	S12
	3.072(10)
	
	S9
	3.061(9)
	
	S9
	2.795(8)
	
	S10
	2.977(11)
	
	
	
	
	S13
	3.151(9)
	
	S16
	3.073(12)

	S12
	3.072(10)
	
	S15
	3.408(10)
	
	S2
	3.071(12)
	
	S3
	3.128(14)
	
	
	
	
	S6
	3.344(9)
	
	S16
	3.073(12)

	S2
	3.123(12)
	
	S15
	3.408(10)
	
	
	
	
	
	
	
	
	
	
	S6
	3.344(9)
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	Bi6
	
	
	Bi7
	
	
	Bi8
	
	
	Bi9
	
	
	Bi10
	
	
	Bi11
	
	
	Bi12
	

	S18
	2.526(14)
	
	S22
	2.726(15)
	
	S13
	2.594(13)
	
	S21
	2.601(15)
	
	S7
	2.584(13)
	
	S5
	2.753(12)
	
	S4
	2.602(12)

	S22
	2.715(8)
	
	S12
	2.747(8)
	
	S20
	2.776(8)
	
	S15
	2.697(7)
	
	S6
	2.693(7)
	
	S1
	2.757(8)
	
	S3
	2.793(13)

	S22
	2.715(8)
	
	S12
	2.747(8)
	
	S20
	2.776(8)
	
	S15
	2.697(7)
	
	S6
	2.693(7)
	
	S1
	2.757(8)
	
	S3
	2.793(13)

	S18
	2.984(8)
	
	S18
	3.109(8)
	
	S19
	2.901(10)
	
	S21
	3.081(9)
	
	S7
	3.067(8)
	
	S9
	2.862(11)
	
	S2
	2.977(11)

	S18
	2.984(8)
	
	S18
	3.109(8)
	
	S19
	2.901(10)
	
	S21
	3.081(9)
	
	S7
	3.067(8)
	
	S2
	2.925(11)
	
	S2
	2.977(11)

	S17
	3.453(12)
	
	S19
	3.183(12)
	
	S16
	3.185(12)
	
	S20
	3.593(11)
	
	S1
	3.609(11)
	
	S2
	2.925(11)
	
	S10
	3.092(14)

	
	
	
	S19
	3.183(12)
	
	
	
	
	S20
	3.593(11)
	
	S1
	3.609(11)
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	Cu1
	
	
	Cu2
	
	
	Cu3
	
	
	Cu4
	
	
	Cu5
	
	
	Cu6
	
	
	Cu7
	

	S6
	2.241(14)
	
	S7
	2.331(8)
	
	S11
	2.313(18)
	
	S12
	2.292(14)
	
	S21
	2.327(7)
	
	S15
	2.257(13)
	
	S3
	2.128(17)

	S5
	2.298(9)
	
	S7
	2.331(8)
	
	S4
	2.331(7)
	
	S13
	2.327(8)
	
	S21
	2.327(7)
	
	S16
	2.351(9)
	
	S11
	2.218(21)

	S5
	2.298(9)
	
	S14
	2.332(12)
	
	S4
	2.331(7)
	
	S13
	2.327(8)
	
	S8
	2.328(13)
	
	S16
	2.351(9)
	
	S3
	2.894(16)

	S13
	2.832(15)
	
	S8
	2.390(17)
	
	S22
	2.365(15)
	
	S5
	2.590(15)
	
	S14
	2.418(16)
	
	S9
	2.757(14)
	
	S3
	2.894(16)


TABLE 6a. Polyhedral characteristics for the refined structure of paděraite from
Băiţa Bihor material   
	
	Sphere radius (Å)
	Volume distorsion
	Volume-based eccentricity
	Volume-based sphericity
	Sphere volume(Å3)
	Polyhedron volume (Å3)

	Pb
	3.068
	0.1002
	0.0264
	0.9779
	121.020
	41.208

	Bi1
	2.977
	0.1217
	0.4442
	0.9219
	110.497
	36.723

	Bi2
	2.830
	0.0057
	0.1783
	0.9467
	94.921
	30.042

	Bi3
	2.848
	0.0041
	0.2805
	0.9082
	96.747
	30.668

	Ag3
	2.256
	0.0000
	0.3597
	1.0000
	48.106
	0.000

	Bi4
	2.975
	0.1177
	0.4530
	0.9711
	110.343
	36.841

	Bi5
	2.857
	0.0059
	0.3084
	0.9689
	97.721
	30.923

	Bi6
	2.944
	0.1591
	0.4235
	0.9748
	106.928
	28.621

	Bi7
	3.006
	0.1543
	0.3431
	0.9953
	113.740
	36.400

	Bi8
	2.866
	0.0147
	0.2871
	0.9825
	98.558
	30.912

	Bi9
	3.071
	0.1378
	0.5252
	0.9210
	121.284
	39.572

	Bi10
	3.071
	0.1421
	0.5362
	0.9193
	121.283
	39.373

	Bi11
	2.828
	0.0038
	0.1344
	0.9848
	94.786
	30.056

	Bi12
	2.870
	0.0043
	0.2631
	0.9790
	99.060
	31.396

	Cu1
	2.365
	0.0137
	0.4917
	1.0000
	55.392
	6.694

	Cu2
	2.341
	0.0405
	0.0623
	0.9999
	53.708
	6.313

	Cu3
	2.333
	0.0248
	0.0461
	1.0000
	53.160
	6.351

	Cu4
	2.366
	0.0190
	0.2667
	1.0000
	55.456
	6.665

	Cu5
	2.341
	0.0401
	0.0964
	1.0000
	53.725
	6.318

	Cu6
	2.369
	0.0318
	0.4277
	1.0000
	55.684
	6.606

	Cu7
	2.447
	0.0468
	0.6466
	0.9992
	61.362
	7.166


