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R = Cl, Br
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Model Systems
Form I

Form II
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How to quantify mechanical properties?
Hook e’s law :
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Periodic DFT methods

Opt im izat ion  of  k now n  
cryst al st ruct u res:

• DFT m et hod
• PBE-D3 funct ional
• pob -TZVP-rev2 basis set
• Defau lt  converg ence cr it er ia
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Calcu lat ing  SOEC 
using  a fu lly  
au t om at ed  p rocedure

• k eyw ord  ELASTCON

Calcu lat ing  In t eract ion  
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f rag m en t s w it h in  un it  
cell

Vir t ual Tensile t est s
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Results and analysis

Form  I
Elast ic

R = Cl, Br

Form  II
Br it t le
R = Br



form I - elastic form II - brittle

Direction k / kJ mol Å k / kJ mol Å

a 23.3 172.5

b 567.3 173.9

c 34.5 17.4
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Results and analysis
In t eract ion  energ ies

Vir t ual t ensile t est s
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• Discovery and  analysis of  new  
polym orphs
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On the next episode...

• Calcu lat ing  Ram an  spect ra at  
d if feren t  poin t s of  deform at ion

• Experim en t al t est s

• New  m odel syst em s

STIPE BLAŽEVIĆ
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