
 

 

The calculated Raman and IR active mode frequencies (in cm-1) for 
LiCe(BD4)3Cl obtained from the optimized structure. 

 

 
Raman 
 
A1: 631; 1534; 1988; 2165; 2467, 2887 
 
T2: 137; 470; 752; 805; 994; 1030; 1137; 1297; 1321; 1462; 1560; 1642; 1815; 
1853; 2151; 2188; 2237; 2511; 2722. 
 
E: 886; 1133; 1179; 1250; 1307; 1419; 1513; 1642; 1846; 2224 
 
 
 
InfraRed 
 
T2: 137; 470; 752; 805; 964; 1030; 1137; 1297; 1321; 1462; 1560; 1642; 1815; 
1853; 2151; 2188; 2237; 2511; 2722. 
 
 
 
For this structure in space group I-43m (No. 217) there are 35 modes (A1 : 6 
modes; T2: 19 modes; and E: 10 modes) that are Raman active and 19 (T2 
modes) IR active modes. 


