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MARGARITE-2M. BOND LENGTHS AND ANGLES IN SPACE GROUP Cc

1

Bond lengths (&)

Bond angles (°)

1.722(7)
1.749(7)
1.746(7)
1.771(7)

1.747
.853 A1)

0(11)
0(33)
0(44)

1.628(8)
1.622(7)
1.627(7)
0(55) 1.613(7)

Mean 1.623
(= 0.092 Al)

1.636(7)
1.629(7)
1.627(6)
1.640(7)

1.633
.153 Al)

0(22)
0(33)
0(44)

1.713(7)
1.744(7)
1.747(7)
0(55) 1.738(7)

Mean 1.736
(= 0.785 A1)

Tetrahedron T(1)

0(1)--0(3)
0(4)
0(5)
0(3)--0(4)
0(5)
0(4)--0(5)

Mean

2.839(8)
2.907(8)
2.840(8)
2.866(8)
2.818(9)
2.837(8)

2.851

Tetrahedron T(11)

0(11)--0(33)
0(44)
0(55)
0(33)--0(44)
0(55)
0(44)--0(55)

Mean

2.653(9)
2.677(8)
2.664(9)
2.658(8)
2.642(8)
2.600(9)

2.649

Tetrahedron T(2)

0(2)--0(3)
0(4)
0(5)
0(3)--0(4)
0(5)
0(4)--0(5)

Mean

2.685(9)
2.694(8)
2.698(8)
2.619(8)
2.634(9)
2.666(9)

2.666

Tetrahedron T(22)

0(22)--0(33)
0(44)
0(55)
0(33)--0(44)
0(55)
0(44)--0(55)

Mean

Interlayer cation Ca(l)

0(3)
0(4)
0(5)
0(33)
0(44)
0(55)

Mean
Inner

2.421(8)
2.486(7)
2.426(7)
2.426(7)
2.491(7)
2.476(7)

2.454

)

|
i
[
|
i
A

2.792(9)
2.886(8)
2.827(9)
2.833(8)
2.792(9)
2.869(9)

2.833

3.396(7)
3.530(7)
3.374(7)
3.428(7)

3.533(7)
3.328(7) |

o e b
TR TRLLLA
e o

0(1)--0(3)
0(4)
0(5)
0(3)-~0(4)
0(5)
0(4)--0(5)

Mean

0(11)--0(33)
0(44)
0(55)
0(33)--0(44)
0(55)
0(44)--0(55)

Mean

0(2)--0(3)
0(4)
0(5)
0(3)--0(4)
0(5)
0(4)--0(5)

Mean

0(22)--0(33)
0(44)
0(55)
0(33)--0(44)
0(55)
0(44)--0(55)

Mean

109.7(4)
113.9(3)
108.8(3)
110.2(4)
106.3(3)
107.5(3)

109.4

109.5(4)
110.6(4)
110.6(4)
109.8(4)
109.6(4)
106.7(4)

109.5

" 110.7(3)

111.3(3)
110.9(3)
107.0(3)
107.4(4)
109.4(3)

109.5

107.7(3)
113.0(4)
110.0(3)
108.5(3)
106.6(4)
110.8(4)

109.4




Octahedron™M(2) T(1) to T(2)

to O(L)  1.860(7)  0(1)--0(2) 2.770(8) around 0(3) 119.3(5)
0(2)  1.948(7) - 0(22) 2.830(s) 0(4) 125.4(4)
OH(1) 1.910(7) onglg 2.724(9) 0(5) 117.8(4)
0(11)  1.930(7)  0(2)--OH(1) 2.802(9) —
0(22)  1.872(7) . OH(11) 2.838(9) Mean 120.8
On(11) 1.900(8) 0(11)-0H(1) 2.813(9)

Mean  1.503 0(22) 2.775(9) TAL to T(22)
: . OH(11) 2.753(9) around 0(33) 119.9(4)
0(22)-0H(11) 2.736(9) 0(44) 126.6(4)
ean PYrTey 0(55) 120.4(4)
unshared Mean 122.3

0(1)--0(11) 2.462(6)
0(2)--0(22) 2.458(5)
OH(1)-OH(11) 2.363(5)

Mean 2.428
shared

Octahedron M(3)

to 0(1) 1.885(7) 0(1)--0(2) 2.761(9)
0(2) 1.975(6) OH(1) 2.827(9)
OH(1) 1.897(7) OH(11l) 2.785(9)
0(11)  1.990(7) 0(2)--0(11) 3.001(8)
0(22) 1.857(7) OH(l) 2.793(8)
OH(11) 1.883(8) 0(11)-0(22) 2.754(9)

Mean If;;; OH(11) 2.795(9)

0(22)-0H(1) 2.753(8)
OH(11) 2.769(10)

Mean 2.805
unshared




End of supplemental material,






