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БГУ – столетняя история успеха

Also, the symbols h or a will be used to denote the harmonic or anharmonic approximation when calculating 
ZPVE. 

Ta b l e  1
Calculated at the CCSD(T)/Aug-cc-pVTZ and MP2/CBS levels of theory and using two methods  
for determining the value of the torsional coordinate of the energy of stationary torsional states  

of the MHP molecule without taking into account the zero point vibration energy

n n XCH OH3
, ,

± Case (I) Case (II) CCSD(T), cm–1  
[19]

Experiment, cm–1 
[18; 19] CCSD(T), cm–1 MP2, cm–1 CCSD(T), cm–1 MP2, cm–1

1 2 3 4 5 6 7

0 0+ A1 0.000 0.000 0.000 0.000 0.000 0.000
0 0+ E 0.000 17 0.000 091 0.000 122 0.000 064 0.001 0.000 074 5 [18]
0 0– A2 14.62 22.17 14.47 22.01 14.81 14.97 [18]
0 0– E 14.62 22.17 14.47 22.01 14.80 14.97 [18]
0 1+ A1 119.19 115.88 118.70 115.25 119.05 130.00 [19]
0 1+ E 119.19 115.88 118.70 115.25 119.05 130.00 [19]
0 1– A2 202.48 209.11 202.24 208.42 203.52 191.00 [19]
0 1– E 202.48 209.11 202.24 208.42 203.52 191.00 [19]

Fig. 5. 2D surfaces of the kinetic coefficients Fqq (a), Faa (b),  
and Fqa (c), calculated at the CCSD(T)/Aug-cc-pVTZ level of theory


