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Table 2S. Experimental and calculated Raman data of the ternary complexes .  
Calculated Experimental 
Harmonic Raman 

activities 
Raman 
intensities 

Freq shift Ar matrix  
(this work) 

 

3961 34 422 -21 - νasOH 
3828 119 1563 -34 3615.5 (-27.0) νsOH 
2400 0.1 4 +3 - νasCO2 

2129 29 1064 +15 2158.1 (+17.8) νCO 

1662 3 157 +1 - δH2O 
1320 33 2313 +3      -     ν+ 

1287.2 ν- ?  
νsCO2 

666 0.01 1 +3 - δCO2 

650 0.1 24 -13 - δCO2 
409 0.1 26 - - 
266 0.2 101 - - 
145 0.7 606 - - 
121 0.7 742 - - 
111 0.3 331 - - 
104 0.2 277 - - 
73 1.7 2907 - - 
66 1.2 2295 - - 
28 0.2 826 - - 
24 1.6 8422 - - in

te
r-

m
ol

ec
ul

ar
 v

ib
ra

tio
ns

 

 
 
 
Figure 1S. BSSE-optimized structures of the most stable CO2…H2O…CO complex. All 
presented geometrical parameters were calculated at MP2 level using 6-311++G(2d,2p) basis 
set. 
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