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Interatomic potentials for La8Sr2Si6O26 and La9.33Si6O26 

(a) Short range (potential cut-off = 12Å)

	Interaction
	A (eV)
	 (Å)
	C (eV Å-6)

	Sr2+ - O2-
	959.10
	0.37210
	0

	La3+ - O2-
	4579.23
	0.30437
	0

	Si4+ - O2-
	1283.91
	0.32052
	10.66

	O2- – O2-
	22764.30
	0.14900
	27.89


(b) Shell Model

	Ion
	Y (e)
	k (eV Å-2)

	Sr2+
	3.251
	71.70

	La3+
	-0.250
	145.00

	O2-
	-2.860
	74.92


(c) Three body parameters

	Bond
	Angle (º)a 
	k (eV rad-2)

	
	La8Sr2Si6O26
	La9.33Si6O26
	

	O1-Si-O2
	112.42
	112.59
	2.0972

	O1-Si-O3
	111.04
	111.83
	2.0972

	O1-Si-O4
	111.06
	110.25
	2.0972

	O2-Si-O3
	109.11
	110.36
	2.0972

	O2-Si-O4
	106.95
	105.77
	2.0972

	O3-Si-O4
	105.97
	105.63
	2.0972


a Observed values 3
