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Table S2. Fractional atomic coordinates and displacement parameters (in A?) for waipouaite.

X y 7 Ueq Ul 1 UQZ U33 U12 U13 U23
Cal 0.67174(8) 0.44948(4) 0.24945(9) 0.0232(2) 0.0230(4) 0.0255(5) 0.0212(4) -0.0006(3) 0.0098(3) -0.0002(3)
Ca2 0.83031(8) 0.56604(4) 0.78965(9)  0.0232(2) 0.0231(4) 0.0267(5) 0.0200(4) -0.0001(3) 0.0094(3) -0.0003(3)
Ca3 0.31524(9) 0.31744(4) -0.06878(9) 0.0263(2) 0.0278(5) 0.0281(5) 0.0222(4) 0.0008(3) 0.0100(4) -0.0003(4)
V1 0.42633(8) 0.65609(4) 0.31830(8)  0.0285(2)  0.0290(4) 0.0310(5) 0.0259(4) -0.0006(3) 0.0121(3) -0.0006(3)
V2 0.64652(7) 0.65066(3) 0.54534(7)  0.02243(19) 0.0247(4) 0.0238(4) 0.0201(4) 0.0004(3) 0.0108(3) -0.0003(3)
V3 0.34363(8) 0.64094(4) 0.51792(9)  0.0305(2) 0.0300(4) 0.0351(5) 0.0251(4) -0.0001(3) 0.0106(3) -0.0044(4)
V4 0.25204(7) 0.57004(4) 0.20182(8)  0.0246(2)  0.0250(4) 0.0284(4) 0.0215(4) -0.0004(3) 0.0111(3) 0.0002(3)
V5 0.54811(7) 0.57731(3) 0.22661(8)  0.02302(19) 0.0224(4) 0.0251(4) 0.0209(4) 0.0002(3) 0.0087(3) -0.0011(3)
Sil 0.36425(11) 0.47677(6) 0.08026(12) 0.0216(3)  0.0215(6) 0.0248(6) 0.0186(6) -0.0001(4) 0.0089(5) -0.0007(5)
Si2 0.42432(11) 0.36842(6) 0.22359(12) 0.0223(3)  0.0227(6) 0.0253(6) 0.0187(6) 0.0001(4) 0.0088(5) -0.0006(5)
Si3 0.79910(11) 0.56451(6) 0.46534(12) 0.0219(3)  0.0224(6) 0.0247(6) 0.0182(6) -0.0001(4) 0.0084(5) -0.0004(5)
Si4 0.85323(11) 0.45367(6) 0.59554(12) 0.0220(3)  0.0218(6) 0.0255(6) 0.0181(6) 0.0003(4) 0.0080(5)  0.0005(5)
Si5 0.08046(11) 0.37799(6) -0.31585(12) 0.0233(3)  0.0230(6) 0.0268(6) 0.0214(6) 0.0025(5) 0.0106(5)  0.0020(5)
0ol 0.4926(3)  0.50213(14) 0.1541(3)  0.0231(6)  0.0220(15) 0.0258(16) 0.0218(15) -0.0007(12) 0.0098(12) -0.0017(12)
02 0.2806(3)  0.49665(15) 0.1448(3)  0.0243(7)  0.0240(15) 0.0279(17) 0.0222(16) -0.0022(12) 0.0110(13) -0.0008(13)
OH3 0.3052(3)  0.48977(15) -0.0748(3)  0.0246(7)  0.0260(16) 0.0263(16) 0.0211(15) 0.0013(12) 0.0099(13) 0.0007(13)
04 0.3723(3)  0.40673(14) 0.0920(3)  0.0232(6)  0.0255(15) 0.0252(16) 0.0192(15) 0.0004(12) 0.0101(12) -0.0012(13)
05 0.3375(3)  0.37555(15) 0.2888(3)  0.0246(7)  0.0249(15) 0.0316(17) 0.0187(15) 0.0020(12) 0.0108(12) 0.0004(13)
06 0.5558(3)  0.38719(16) 0.3110(3)  0.0283(7)  0.0246(16) 0.0377(19) 0.0206(16) 0.0028(13) 0.0077(13) -0.0052(14)
OH7 0.4182(4)  0.30400(16) 0.1655(4)  0.0338(8)  0.045(2) 0.0293(18) 0.0235(17) -0.0029(14) 0.0107(15) 0.0034(16)
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