	
	OEn
	HP-OEn1
	HP-OEn2

	space group
	Pbca (61)
	Pbca (61)
	P21ca (29)

	a (Å)
	17.68
	17.82
	17.75

	b (Å)
	8.431
	8.522
	8.469

	c (Å)
	4.989
	4.770
	4.883

	V (Å3)
	743.5
	724.3
	733.9

	Wyckoff

Mg1

Mg2

Mg3

Mg4

Si1

Si2

Si3

Si4

O1

O2

O3

O4

O5

O6

O7

O8

O9

O10

O11

O12
	8c

(0.3766, 0.6586, 0.8515)
(0.3774, 0.4811, 0.3441)
(0.2708, 0.3446, 0.0346)
(0.4724, 0.3384, 0.8057)

(0.1821, 0.3416, 0.0162)
(0.5616, 0.3395, 0.8115)
(0.3089, 0.5105, 0.0262)
(0.4336, 0.4856, 0.6802)
(0.3045, 0.2208, 0.8192)
(0.4449, 0.1878, 0.6176)

	8c

(0.3745, 0.6568, 0.8343)

(0.3766, 0.4718, 0.3438)
(0.2721, 0.3441, 0.9031)
(0.4750, 0.3421, 0.8132)
(0.1851, 0.3420, 0.9750)
(0.5633, 0.3409, 0.8183)
(0.3130, 0.4923, 0.0145)
(0.4368, 0.4879, 0.6813)
(0.3023, 0.3089, 0.5841)
(0.4454, 0.1888, 0.6342)

	4a

(0.1242, 0.0930, 0.3871)

(0.1252, 0.7247, 0.3892)
(0.8747, 0.4071, 0.7036)
(0.8810, 0.2324, 0.2030)
(0.2720, 0.9082, 0.5231)
(0.2269, 0.4069, 0.4389)
(0.4742, 0.9096, 0.2645)
(0.5269, 0.5898, 0.6422)
(0.1834, 0.9098, 0.5384)
(0.3128, 0.7498, 0.4727)
(0.3037, 0.0458, 0.3265)
(0.3157, 0.4089, 0.4519)
(0.1885, 0.2565, 0.5584)
(0.1968, 0.5569, 0.6266)
(0.5631, 0.9086, 0.2701)
(0.4356, 0.7627, 0.1372)
(0.4457, 0.9387, 0.5804)
(0.4381, 0.5869, 0.6359)
(0.5639, 0.7369, 0.7755)
(0.5558, 0.5625, 0.3253)



Deposit item AM-08-017, crystallographic information
Crystallographic data of MgSiO3 orthoenstatite (OEn) and the high pressure polymorphic phases HP-OEn1 and HP-OEn2 at P=10 GPa and T=0 K as optimized by DFT calculations (LDA).
