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1. Pictures of a-, B-MgCl, crystal surfaces and of ribbons.
2. Basis sets B1 and B2
3. Compressed archive (Structure.zip) with structure in xyz file format.
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1. Pictures

Orthographic views of the structure of the optimized a- and -MgCl, surfaces. A: perpendicular
to ab plane; B: parallel to ab plane. Distances in A, angles in ° (for optimized bulk MgCl,, Mg-
Cl=2.49 A, Mg-Mg =3.64 A, Cl...Cl = 3.84 A). Drawings generated using Jmol** program.

1.1 a-MgCl; crystal surfaces




Supplementary Material (ESI) for PCCP
This journal is © the Owner Societies 2009
1.2 B-MgCl,; crystal surfaces

(010)

1.3 Ribbons

Square planar chain  Tetrahedral chain




2. Basis sets
2.1 Basis set B1

Mg

12 5
0082 1.
68371.875  0.0002226
9699.34009 0.0018982
2041.176786 0.0110451
529.862906 0.0500627
159.186000 0.169123
54.6848 0.367031
21.2357  0.400410
8.74604 0.14987
0158 1.
156.795 -0.00624 0.00772
31.0339 -0.07882 0.06427
9.6453 -0.07992 0.2104
3.7109  0.29063 0.34314
1.61164 0.57164 0.3735
0110.1.
0.68 1. 1.
0110.1.
023 1. 1.
031601
0.325 1.

Cl

176
0082 1.
135320.  0.000225
19440. 0.00191
4130. 0.01110
1074.  0.04989
3234 0.1703
111.1  0.3683
43.4 0.4036
18.18 0.1459
0168.1.
324.8 -0.00763 0.00820
73.00 -0.0829 0.0605
23.71 -0.1046 0.2115
9.138 0.2540 0.3765
3.930 0.695 0.3967
1.329 0.399 0.186
0138.1.
4.755 -0.3740 -0.0340
1.756 -0.4754 0.1617
0.785 1.3400 0.9250
0110.1.

0.294 1. 1.
0110.1.

0.100 1. 1.
0310.1.0
0.751.0
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2.2 Basis Set B2

Mg

12 8
0082 1.
68371.875  0.0002226
9699.34009 0.0018982
2041.176786 0.0110451
529.862906 0.0500627
159.186000 0.169123
54.6848 0.367031
21.2357  0.400410
8.74604 0.14987
0158 1.
156.795 -0.00624 0.00772
31.0339 -0.07882 0.06427
9.6453 -0.07992 0.2104
3.7109  0.29063 0.34314
1.61164 0.57164 0.3735
0110 1.
0.68 1. 1.
0110 1.
023 1. 1.
0310 1.
0.925 1.
0310 1.
0.625 1.
0310 1.
0.325 1.
0410 1.
0.325 1.

Cl

17 10
0082 1.
135320.  0.000225
19440. 0.00191
4130. 0.01110
1074.  0.04989
3234 0.1703
111.1 0.3683
43.4 0.4036
18.18 0.1459
0168.1.
324.8 -0.00763 0.00820
73.00 -0.0829 0.0605
23.71 -0.1046 0.2115
9.138 0.2540 0.3765
3.930 0.695 0.3967
1.329 0.399 0.186
0128.1.
4.755 -0.3740 -0.0340
1.756 -0.4754 0.1617
0110.1.
0.785 1.3400 0.9250
0110.1.
0.294 1. 1.
0110.1.
0.100 1. 1.
0310.1.0
1.51.0
0310.1.0
0.751.0
0310.1.0
0.381.0
0410.1.0
0.38 1.0



