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Figure S1 Raman spectra of RDX under high pressure below 5 GPa with argon as 
PTM.



Figure S2 The different conformations of RDX [3]. The orientations of the nitro-
groups can be distinguished by the angle between the plane of the C-N-C and the 
corresponding N-N bond.



Figure S3 The enlarged spectra of RDX at 12.4 GPa, 14.6 GPa and 17.5 GPa. 



Figure S4 Raman spectra of RDX under high pressure below 5 GPa with silicon oil as 
PTM. 



Figure S5 Raman spectra of RDX under high pressure below 5 GPa with 4:1 
methanol-ethanol as PTM.

 



Figure S6 Raman spectra of RDX under high pressure below 5 GPa without PTM.



Figure S7 Raman spectra of RDX with non-hydrostatic compression without PTM.



Figure S8 Raman shift of C-H stretching mode of RDX with different compression 
environment.



Figure S9 885 cm-1 breathing mode shifts of RDX with pressure up to 38 GPa, under 
hydrostatic condition with helium as PTM. (In the fitting equation, P is the pressure, 
ω means the Raman shift.)

 



Figure S10 The pressure gradient in the sample chamber of DAC with silicon oil as 
PTM. 



Table S1 Frequencies of Raman Modes and Infrared modes of RDX at different pressure
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Abbreviations: st=stretch, tw=twist, r=rock, b=bend, u=umbrella, wag=wag, rot=rotation, 
sci=scissor,f=fold,tor=torsion, comb/OT=combination or overtone, ax=axial, eq=equatorial, 

skl=skeletal, def=deformation.

  


