Table 3. (for deposit) Anisotropic atom-displacement coefficients (Uij, Å²) in piergorite-(Ce)

	Atom
	U(11)
	U(22)
	U(33)
	U(23)
	U(13)
	U(12)

	B1A
	0.0111(12)
	0.0058(11)
	0.0231(17)
	–0.0044(11)
	0.0092(12)
	–0.0020(10)

	B1B
	0.0090(11)
	0.0048(10)
	0.0088(11)
	0.0002(9)
	0.0008(9)
	0.0012(9)

	B2A
	0.0046(9)
	0.0038(9)
	0.0045(9)
	0.0000(8)
	0.0021(7)
	0.0002(8)

	B2B
	0.0054(9)
	0.0037(9)
	0.0049(10)
	–0.0005(8)
	0.0008(7)
	–0.0011(8)

	Si1A
	0.0039(3)
	0.0084(4)
	0.0073(3)
	0.0022(2)
	0.0014(2)
	0.0005(2)

	Si1B
	0.0032(4)
	0.0076(5)
	0.0073(4)
	0
	0.0015(3)
	0

	Si2A
	0.0032(4)
	0.0093(5)
	0.0078(4)
	0
	0.0015(3)
	0

	Si2B
	0.0048(3)
	0.0053(3)
	0.0071(3)
	–0.0011(2)
	0.0009(2)
	–0.0005(2)

	M1
	0.0062(4)
	0.0064(4)
	0.0093(4)
	–0.0012(2)
	0.0022(2)
	–0.0005(2)

	M2
	0.0060(2)
	0.0059(1)
	0.0060(2)
	–0.0002(1)
	0.0013(2)
	0.0013(2)

	M3A
	0.0085(2)
	0.0080(2)
	0.0078(2)
	0.0011(2)
	0.0014(2)
	0.0001(2)

	M3B
	0.0103(2)
	0.0073(2)
	0.0084(2)
	–0.0014(2)
	0.0028(2)
	–0.0010(2)

	M4A
	0.0063(2)
	0.0108(2)
	0.0094(2)
	0.0012(2)
	0.0001(1)
	–0.0015(2)

	M4B
	0.0047(2)
	0.0069(2)
	0.0096(2)
	–0.0001(2)
	0.0005(2)
	–0.0004(2)

	O1
	0.0041(7)
	0.0102(8)
	0.0066(8)
	0.0019(6)
	0.0041(6)
	0.0012(6)

	O2
	0.0079(9)
	0.0165(11)
	0.0206(12)
	–0.0109(9)
	0.0040(8)
	–0.0009(8)

	O3
	0.0080(8)
	0.0085(8)
	0.0070(8)
	–0.0020(6)
	0.0004(6)
	0.0013(6)

	O4
	0.0058(8)
	0.0117(9)
	0.0094(9)
	0.0013(7)
	0.0030(6)
	0.0004(7)

	O5
	0.0064(8)
	0.0102(9)
	0.0114(9)
	–0.0022(7)
	0.0009(7)
	0.0025(7)

	O6
	0.0090(8)
	0.0062(8)
	0.0086(8)
	0.0016(6)
	–0.0002(7)
	–0.0011(6)

	O7
	0.0045(7)
	0.0093(8)
	0.0075(8)
	–0.0017(6)
	0.0031(6)
	–0.0006(6)

	O8
	0.0092(9)
	0.0158(11)
	0.0180(11)
	–0.0121(9)
	0.0009(8)
	–0.0030(8)

	O9
	0.0120(10)
	0.0311(15)
	0.0127(11)
	0.0121(10)
	0.0079(8)
	0.0147(10)

	O10
	0.0131(9)
	0.0106(9)
	0.0088(9)
	–0.0032(7)
	0.0061(7)
	–0.0037(7)

	O11
	0.0057(9)
	0.0260(14)
	0.0197(12)
	0.0152(10)
	0.0003(8)
	–0.0054(9)

	O12
	0.0071(8)
	0.0080(8)
	0.0084(8)
	0.0035(6)
	–0.0013(6)
	–0.0007(6)

	O13
	0.0087(8)
	0.0061(8)
	0.0054(8)
	0.0003(6)
	0.0024(6)
	0.0013(6)

	O14
	0.0081(8)
	0.0059(8)
	0.0050(7)
	0.0003(6)
	0.0029(6)
	–0.0002(6)

	O15
	0.0065(8)
	0.0046(8)
	0.0115(9)
	–0.0013(6)
	0.0012(6)
	–0.0008(6)

	O16
	0.0112(8)
	0.0049(7)
	0.0031(7)
	–0.0008(5)
	0.0022(6)
	–0.0002(6)

	O17
	0.0074(8)
	0.0054(8)
	0.0092(9)
	0.0002(6)
	0.0031(6)
	0.0000(6)

	O18
	0.0029(7)
	0.0063(8)
	0.0110(9)
	–0.0014(6)
	–0.0001(6)
	–0.0003(5)

	O19
	0.0061(8)
	0.0155(10)
	0.0068(9)
	–0.0002(7)
	0.0008(6)
	0.0000(7)


Note: The atom-displacement parameter is of the form: exp [–2(2 (h2a*2 U11 + k2b*2 U22 + l2c*2 U33 + 2 hka*b* U12 + 2 hla*c* U13 + 2 klb*c* U23)]. 

