Table 4. T-O-T angles, in UNIT I e II,  calculated from the instantaneous atomic positions along the MD trajectory for the two extreme cell volumes, corresponding to Pamb and 8.8 GPa. The σ’s reported in this Table are not standard errors, but represent a measure of the finite temperature fluctuations of the T-O-T angles along the trajectory, determined by the thermal motion of the atoms.

	
	TOT, σ (º) 
	
	
	TOT, σ (º)
	

	
	    Pamb
	  8.8 GPa
	
	   Pamb
	  8.8 GPa

	Si1I   O4I    Si2I
	139.6 (6.1)
	129.5 (5.4)
	Si1I   O1I   Al1I
	131.1 (5.1)
	120.8 (4.2)

	Si1II O4II  Si2II
	140.9 (7.0)
	134.7 (4.9)
	Si1II  O1II  Al1II
	127.2 (4.4)
	120.2 (4.2)

	Si1I   O5I    Si3I
	138.9 (6.4)
	129.1 (4.7)
	Si2I   O2I   Al1I
	142.2 (6.0)
	123.9 (4.2)

	Si1IIO5II   Si3II
	137.3 (6.3)
	130.1 (4.2)
	Si2II O2II  Al1II
	142.0 (5.4)
	125.2 (4.2)

	Si2II O6I     Si3I
	124.8 (4.2)
	117.9 (3.7)
	Si3I  O3I    Al1II
	158.7 (6.9)
	152.9 (5.9)

	Si2I   O6II   Si3II
	127.3 (4.8)
	120.2 (4.0)
	Si3II O3II  Al1I
	152.2 (7.2)
	150.5 (6.4)

	Si1I   O8I    Si5I
	164.1 (6.9)
	153.6 (9.1)
	Si2I  O7I   Al1II
	127.6 (5.0)
	121.3 (3.9)

	Si1II  O8II   Si5II
	165.0 (6.8)
	133.9 (4.7)
	Si2II O7II  Al1I
	127.4 (5.2)
	122.2 (3.7)

	Si4II  O10I   Si5I
	131.7 (5.1)
	120.8 (4.7)
	Si3I  O9I   Al2I
	158.6 (6.3)
	145.3 (7.9)

	Si4I   O10II  Si5II
	126.1 (4.0)
	120.3 (3.9)
	Si3II O9II  Al2II
	165.6 (6.2)
	132.6 (5.6)

	Si4I   O11I   Si6I
	143.2 (5.4)
	121.8 (3.8)
	Si4I  O12I  Al2I
	141.0 (5.4)
	145.0 (4.5)

	Si4II  O11II  Si6II
	144.4 (6.1)
	125.6 (3.8)
	Si4II O12II Al2II
	135.4 (5.6)
	143.0 (5.5)

	Si5I   O13I   Si6II
	134.4 (6.2)
	130.8 (4.9)
	Si5I  O14I   Al2I
	139.3 (7.0)
	140.7 (8.4)

	Si5II  O13II  Si6I
	135.8 (4.7)
	133.2 (4.6)
	Si5II O14II Al2II
	135.8 (6.1)
	156.6 (7.0)

	Si4I    O16I   Si6II
	140.4 (6.1)
	119.1 (3.9)
	Si6I  O15I   Al2I
	131.7 (5.1)
	119.5 (4.6)

	Si4II   O16II  Si6I
	139.2 (5.6)
	121.7(4.3)
	Si6II O15II  Al2II
	134.5 (5.7)
	125.1 (6.8)

	<Si-O-Si>
	139.6 (12.5)
	127.6 (9.9)
	<Si-O-Al>
	140.6 (13.1)
	134.0 (14.0)


