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Fig. 1: Topology map of Schläfli space for regular (Platonic) structures 

 

 
 
Fig. 2: View of the Wellsean trigohexagonite lattice in space group P-6m2 (#187), from a perspective along the c-

axis: 3-connected vertices are blue and pink, 4-connected vertices are gray 
 

 
 
Fig. 3: View of  Wellsean trigohexagonite lattice in space group P-6m2 (#187), from the perspective of the ab-plane: 

3-connected vertices are blue and pink, 4-connected vertices are gray 







Global J. Mol. Sci., 2 (2): 37-44, 2007 

 41 

ΓKH

 

 
 
Fig. 4: A view of the crystallographic unit cell of the 

Wellsean   phenacite  network   in   space  group 
R-3m (#166) 

 

 
 
Fig. 5: A   view   of   the   Catalan   unit   cell of 

Waserite in space group Pm-3n (#223) 
 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Fig. 6: CASTEP electronic band structure of C10 lattice 
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Fig. 7: CASTEP electronic band structure of B10 lattice 
 
Table 2: Set of fractional hexagonal crystallographic coordinates of 

trigohexagonite in the hexagonal space group P-6m2 in a 

C10 realization 

Atom# x/a y/b z/c a c 

1 0.4970 0.5029 0.5 5.3168Å 2.5628Å 

2 0.0059 0.5029 0.5 

3 0.4970 0.9940 0.5 

4 0.8262 0.1738 0.5 

5 0.8262 0.6525 0.5 

6 0.3475 0.1738 0.5 

7 0.9102 0.0898 0.0 

8 0.9102 0.8205 0.0 

9 0.1795 0.0898 0.0 

10 0.3333 0.6667 0.5 

Table 3: Set of fractional hexagonal crystallographic coordinates of 

trigohexagonite in the hexagonal space group P-6m2 in a 

B10 realization 

Atom# x/a y/b z/c a c 

1 0.4879 0.5120 0.5 5.8183Å 2.9650Å 

2 0.0240 0.5120 0.5 

3 0.4879 0.9759 0.5 

4 0.7965 0.2035 0.5 

5 0.7965 0.5929 0.5 

6 0.4071 0.2035 0.5 

7 0.8751 0.1249 0.0 

8 0.8751 0.7501 0.0 

9 0.2499 0.1249 0.0 

10 0.3333 0.6667 0.5 

10

5

 

0

-5

-10
Γ                    A            H                    K            Γ          M                    L    H 

E
ne

rg
y 

(e
V

) 






