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Fig. S1    Evolution of lattice parameters at 13 GPa during equilibration of  the structure obtained 
at 12 GPa . 
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Fig. S2    Calculated partial radial distribution functions of Al-O, P-O and O-O at various 
pressures after equilibrating structures for 2000 MD time steps.  The onset of the phase transition 
can be seen at ~ 13 GPa. 
 

2.0 2.5 3.0 3.5 4.0 4.5
r (Å)

	   0.1MPa

6GPa

	  	  

12GPa 	  

13GPa 	  	  

	  	   40GPa

140GPa 	  	  

100GPa-R 	  	  

5 GPa-R
	  	  

O-O0.1MPa-R

	  

	  	  

1.5 2.0 2.5 3.0 3.5 4.0 4.5
r (Å)

	   0.1MPa

6GPa

	  	  

12GPa

	  

13GPa

	  	  

	  	   40GPa

140GPa

	  	  

100GPa-R

	  	  

5GPa-R

	  	  

P-O
0.1MPa-R

	  

	  	  

1.5 2.0 2.5 3.0 3.5 4.0 4.5
r(Å)

	   0.1MPa

6GPa 	  	  

12GPa 	  

R
ad

ia
l D

is
tri

bu
tio

n 
Fu

nc
tio

n

13GPa 	  	  

	  	   40GPa

140GPa 	  	  

100GPa-R

	  	  

5GPa-R

	  	  

Al-O
0.1MPa-R

	  

	  	  

 


