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Table S1: Experimental and crystallographic parameters for the structure refinements of magadiite.
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Table S2: Fractional coordinates, displacement parameters and occupancy factors of magadiite.
Estimated standard deviations are given in brackets. The occupancy factors of the oxygen atoms
representing water molecules are increased to represent the scattering power of the hydrogen atoms,

as well. The presented e.s.d.s have to be multiplied by a factor of 5.8 to generate reliable values.

Wyck scatt. occ.
atom off factor x y z Biso factor
Sil 16b Si 0.3775(4) 0.2349(3) 0.50100(6) 1.18(3) 1.00
Si2 16b Si 0.2529(4) 0.3827(4) 0.46483(5) 1.18(3) 1.00
Si3 16b Si 0.0483(3) 0.6209(4) 0.46539(6) 1.18(3) 1.00
Si4 16b Si 0.4847(4) 0.5778(4) 0.46444(6) 1.18(3) 1.00
Si5 16b Si 0.7147(3) 0.3828(4) 0.46426(6) 1.18(3) 1.00
Si6 16b Si 0.3426(3) 1.0075(4) 0.32041(6) 1.18(3) 1.00
Si7 16b Si 0.1454(4) 0.2447(4) 0.32009(5) 1.18(3) 1.00
Ol 16b O 0.1402(8) 0.4914(8) 0.47053(15) 1.73(5) 1.00
02 16b O 0.2659(6) 0.2969(9) 0.48625(11) 1.73(5) 1.00
03 16b O 0.9485(8) 0.6034(7) 0.44680(12) 1.73(5) 1.00
04 16b O 0.3271(7) 0.1319(7) 0.51896(12) 1.73(5) 1.00
05 16b O 0.4981(8) 0.3426(10)  0.55735(11) 1.73(5) 1.00
06 16b O 0.6153(7) 0.4995(9) 0.47172(13) 1.73(5) 1.00
o7 16b O 0.4418(9) 0.6470(8) 0.48588(11) 1.73(5) 1.00
08 16b O 0.7791(7) 0.4203(10)  0.44196(10) 1.73(5) 1.00
09 16b O 0.4740(9) 0.8578(9) 0.51256(11) 1.73(5) 1.00
0O10 16b O 0.2127(6) 0.6978(10)  0.55575(11) 1.73(5) 1.00
Ol1 16b O 0.3809(7) 0.4624(8) 0.45815(13) 1.73(5) 1.00
012 16b O 0.1403(10)  0.7455(7) 0.45903(12) 1.73(5) 1.00
013 16b O 0.2566(8) 0.1373(8) 0.32748(14) 1.73(5) 1.00
014 16b O 0.9137(9) 0.4470(10)  0.34133(11) 1.73(5) 1.00
015 16b O 0.6014(10)  0.7995(11)  0.34322(9) 1.73(5) 1.00
Nal 16b  Na 1.0105(11)  0.8799(13) 0.36995(19)  3.8(2) 1.00
OW1 16b 0-2 1.0188(10) 0.8575(13) 0.33425(20) 1.73(5) 1.00
ow2 16b 0-2 1.0250(10) 0.8517(11) 0.41327(20) 1.73(5) 1.00
OwW3 16b 0-2 1.0062(14) 0.6071(12) 0.3768(2) 1.73(5) 1.00
OoOw4 16b 0-2 0.5066(15) 0.6144(13) 0.3756(2) 1.73(5) 1.00





