
Frequencies and IR absorption intensities of the harmonic vibration modes of the ground 

state neutral Cr3On (n = 0-3) clusters 

cluster symmetry Freq (cm-1) IR-intensity 
(km/mol) 

Cr3 (C2v; 7A1) B2 40.9 0.023 
 A1 84.2 0.264 
 A1 168.1 0.132 
    

Cr3O (C2v; 5A2) B1 102.8 10.93 
 B2 112.8 0.23 
 A1 161.7 0.21 
 A1 225.3 8.32 
 B2 552.3 22.65 
 A1 619.2 51.36 
    

Cr3O2(C1, 
5A) A 64.7 7.50 

 A 107.7 2.95 
 A 150.6 6.51 
 A 165.3 10.36 
 A 177.4 9.41 
 A 520.5 25.73 
 A 571.9 13.81 
 A 604.6 59.68 
 A 635.3 97.18 
    

Cr3O3 (5Cs; 11A”) A’ 145.4 0.96 
 A” 149.6 0.001 
 A’ 154.5 26.41 
 A’ 194.4 5.38 
 A” 194.7 5.17 
 A’ 250.8 4.30 
 A’ 491.6 1.72 
 A” 495.1 1.97 
 A” 575.3 0.04 
 A’ 586.9 1.31 
 A’ 672.3 92.23 
 A” 673.5 91.93 
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