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CIF: Crystallographic Information File

27

data_170158-ICSD

_database_code_ICSD170158

_audit_creation_date2006-04-01

_chemical_name_systematic'Triyttrium aluminiumoxide'

_chemical_formula_structural'Y3 Al5 O12'

_chemical_formula_sum'Al5 O12 Y3'

_chemical_name_structure_typeGarnet-Al2Ca3Si3O12

_chemical_name_mineralGarnet

_exptl_crystal_density_diffrn4.56

_publ_section_title

'Structure of YAG crystals doped/substituted with erbium and ytterbium'

loop_

_citation_id

_citation_journal_full

_citation_year

_citation_journal_volume

_citation_page_first

_citation_page_last

_citation_journal_id_ASTM

primary 'Inorganic Chemistry' 2004 43 7656 7664 INOCAJ
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loop_

_publ_author_name

'Dobrzycki, L.'

'Bulska, E.'

'Pawlak, D.A.'

'Frukacz, Z.'

'Wozniak, K.ô

_cell_length_a12.0003(14)

_cell_length_b12.0003(14)

_cell_length_c12.0003(14)

_cell_angle_alpha90.

_cell_angle_beta90.

_cell_angle_gamma90.

_cell_volume1728.13

_cell_formula_units_Z8

_symmetry_space_group_name_H-M 'I a -3 d'

_symmetry_Int_Tables_number230

_refine_ls_R_factor_all0.0604
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loop_

_atom_type_symbol

_atom_type_oxidation_number

Y3+ 3

Al3+ 3

O2- -2

loop_

_atom_site_label

_atom_site_type_symbol

_atom_site_symmetry_multiplicity

_atom_site_Wyckoff_symbol

_atom_site_fract_x

_atom_site_fract_y

_atom_site_fract_z

_atom_site_B_iso_or_equiv

_atom_site_occupancy

_atom_site_attached_hydrogens

Y1 Y3+ 24 c 0.125 0. 0.25 0.00514(11) 1 0

Al1 Al3+ 16 a 0. 0. 0. 0.0042(2) 1 0

Al2 Al3+ 24 d 0.375 0. 0.25 0.0023(3) 1 0

O1 O2- 96 h 0.28029(14) 0.10124(14) 0.19936(15) 0.0048(3) 1 0
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Ia3d (A3
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3+} [C3
3+] O12

D2 S3 S4 I

ᵣ 24c 16a 24d 96h

ᵣ 8 6 4

ᵩ ԑ ᵩ ῍ ᵩ ᵩ

Al ↓̔Lu3Al 5O12 (LuAG ), Y3Al 5O12 

(YAG ), Gd3Al 5O12 (GdAG)

Ga ↓̔Lu3Ga5O12 (LuGG ), Y3Ga5O12 

(YGG), Gd3Ga5O12 (GdGG)
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