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Figure S1. Structural description of linezolid molecule: nitrogen atoms are shown in 

blue and numbered from 1 to 3, oxygen atoms in red from 1 to 4, carbon atoms in 

grey from 1 to 16; hydrogen atoms are shown in white and the single fluorine atom is 

in green. The black arrows correspond to torsion motions considered as different 

between in the 2 forms (II and III). The red arrow shows torsional motions which 

should be detected at the very low frequencies from DFT calculations. 
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Figure S2. Description of the fitting procedure of the low-frequency Raman spectra 

collected upon cooling form IV from 20 °C down to -150 °C. The component plotted in 

red corresponds to the soft mode, not existing at room temperature. The blue 

dashed-line corresponds to the Rayleigh wing fitted using a Lorentzian function 

centered at zero. The detection of the Rayleigh wing is inherent to the thermal 

activation of fast semi-internal motions of atom groups within the molecule which 

broaden the Rayleigh line, giving rise to the quasielastic intensity. 
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Figure S3. Description of the fitting procedure of the low-frequency Raman spectra 

collected upon cooling form II from room temperature down to -150 °C. It is worth 

noting that no quasielastic component was detected in spectra of form II. The main 

difference between the spectra collected at -10 and -130 °C is resulting from the 

splitting of the Raman band detected around 50 cm-1 at -10 °C. 
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Figure S4. Description of the fitting procedure of the mid-frequency spectra 

(1550 – 1800 cm-1) collected at low temperature after cooling down to -150 °C 

a) form II  and b) form III.  

The frequencies of components plotted in black lines were carefully analyzed 

vs temperature 
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Figure S5. Description of the fitting procedure of the high-frequency Raman spectra 

(N – H stretching mode region between 3300 and 3400 cm-1) collected after lowering 

the temperature down to -150 °C of a) form II; b) form III  
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Figure S6: Results of Le Bail refinements at 20 and -160 °C.  

 



8 
 

 

Figure S7: Temperature dependence of a and b parameters obtained from profile 

matching Refinements. 
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Movie S1 : internal motions of linezolid giving a contribution  to the Raman spectrum 

around 25 cm-1 from DFT calculations. 

Movie S2 : internal motions of linezolid giving a contribution  to the Raman spectrum 

around 35 cm-1 from DFT calculations. 

Movie S1 : internal motions of linezolid giving a contribution  to the Raman spectrum 

around 55 cm-1 from DFT calculations. 

   
 


