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1. Dielectric permittivity   

2. Total dipole moment  
    
3. Static dielectric constant 
 
4. Autocorrelation function of the total 

dipole moment 
 
5. Absorption section of IR-radiation 

6. Raman spectrum 
 
 
 
7. Absorption and reflection  
coefficients 
 

8. Emitted power of IR-radiation 
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1.  Different behavior of water-ion systems depending on presence of oxygen or 
ozone molecules is shown during MD simulation by duration of 25 ps. All six 
O3 molecules and Br- ions present in the system up to the end of calculation. 
In the case of O2 molecules absorption the application of free boundary 
conditions results in evaporation of bromine ions and a part of O2 molecules 
leave the system when random boundary conditions are used. 

2.  Under the influence of Br- ions the integral intensity of IR absorption spectra 
of the systems absorbing ozone increases without dependence of used 
boundary conditions. On the contrary, in case of oxygen containing system 
the use of free boundary conditions gives essential reduction of IR spectra 
integral intensity and the application of random boundary conditions results 
in some increase of this characteristic values.   

3.  Raman spectra of water system with ozone molecules are poorly sensitive to 
influence of Br- ions and type of used boundary conditions. At the same time, 
Raman spectra for water systems with oxygen molecules are changed 
significantly under influence of Br- ions and they change their shape 
considerably at transition from using of free boundary conditions to random 
ones.   

4.  It is shown in MD experiment that except for the well-known mechanisms of 
ozone destruction in result of gas phase reactions, water clusters containing a 
small amount of bromine ions can also give the contribution to processes of 
tropospheric ozone destruction. 



THANK YOU FOR YOUR ATTENTION 


