
Table 1. Distribution by type of contacts on Hirshfield surfaces for DL-alanine vs pressure. 

Pressure, 
GPa 

H-O, % H-H, % C-H, % O-O, % 

 

    
0.1 57 39.1 3.9 0 

0.5 57 39.1 4 0 

1 56.7 39 4.3 0 

1.5 56.7 38.9 4.4 0 

2 56.6 39 4.4 0 

2.5 56.5 38.8 4.7 0 

3 56.7 38.6 4.7 0 

3.6 56.5 38.8 4.6 0.1 

4.1 56.4 38.7 4.8 0.1 

4.5 56.3 38.9 4.7 0 

5 56.1 38.9 4.9 0.1 

5.5 56.1 38.9 4.9 0.1 

6 56.1 38.9 4.9 0.1 

 

Table 2. Distribution by type of contacts on Hirshfield surfaces for L-alanine vs pressure. 

Pressure, 
GPa 

H-O, % H-H, % C-H, % O-O, % C-O, % 

 

     
0.2 57 39 4 0 0 

0.8 56.3 39.3 4.4 0 0 

1.5 55.7 39.7 4.6 0 0 

2.2 55.6 39.7 4.8 0 0 

2.9 55.1 39.9 4.8 0 0.1 

3.5 54.8 40.1 4.8 0 0.3 

3.9 54.6 40.2 4.7 0 0.4 

4.7 54.3 40.3 4.7 0.1 0.6 

5.9 53.5 40.7 4.6 0.2 0.8 
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Wavenumbers vs. pressure for the bands in the Raman spectra in spectral range 70-1000 cm

-1
. Band’s assignment 

was given according to [Machida, K., Kagayama, A. & Saito, Y. (1978). J. Raman Spectrosc. 7, 188-193.] 
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Wavenumbers vs. pressure for the bands in the Raman spectra in spectral range 1000-1700 cm
-1

. Band’s 

assignment was given according to [Machida, K., Kagayama, A. & Saito, Y. (1978). J. Raman Spectrosc. 7, 188-

193.] 
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Wavenumbers vs. pressure for the bands in the Raman spectra in spectral range 2650-3100 cm

-1
.  


