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Table 1-SI. Vibrational harmonic frequencies and infrared intensities of the radon 
hydrides, computed at ZORA-BP86/TZ2P level.a 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 a Frequencies are in cm-1 and IR intensities in KM/Mole. 

 

System and Frequency IR Intensity 
H-Rn-F   
Rn-F Stretch 427 119.9 
H-Rn-F Bend  511 3.3 
H-Rn Stretch  1738 339.3 
H-Rn-Cl   
Rn-Cl Stretch  251 53.6 
H-Rn-Cl Bend 466 0.3 
H-Rn Stretch  1618 798.7 
H-Rn-Br   
Rn-Br Stretch  168 23.4 
H-Rn-Br Bend  446 0.0 
H-Rn Stretch 1561 1043.1 
H-Rn-I   
Rn-I Stretch  130 11.7 
H-Rn-I Bend  425 0.0 
H-Rn Stretch  1474 1440.7 
H-Rn-CCH   
Out-of-plane 161 13.0 
Rn-C Stretch 296 116.7 
H-Rn-C Bend 540 10.4 
C-C-H Bend 645 42.0 
H-Rn Stretch 1561 823.3 
C-C Stretch 2041 5.5 
C-H Stretch 3429 62.8 
H-Rn-CN   
Out-of-plane 187 0.4 
Rn-C Stretch  274 79.1 
H-Rn-C Bend 533 3.2 
H-Rn Stretch  1621 780.9 
C-N Stretch 2205 25.5 
H-Rn-NC   
Out-of-plane 148 0.0 
Rn-N Stretch  287 65.8 
H-Rn-N Bend 507 2.2 
H-Rn Stretch  1697 961.2 
H-Rn and N-C 2092 219.6 
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