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Results

Form  I 
Young Modulus 

Compression
A B C

GPa 14.7 6.5 5.2

Form II Compression

GPa 23.3 11.1 37.5
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Conclusion

Form I

Form II

1- Form I Uniaxial directions are much easier to be compressed comparing 
with Form II.

2-Form II is much easier to be compressed against hydrostatic pressure than 
Form I.

3-DFT failed to predict the thermodynamic stable form comparing to reality.

Form I Form II Form III

Bulk Modulus
(GPa) 131.3 128.4 6.4

Total Energy
(Kcal/mol) 1.6 0 0.6


