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chEmucal _name_mineral " Corundum’

nuhT author name
"Newnham R E"
"de Haan Y M
journal_name full "ZTeitschrift fur Kristallographie
JDurnal “volume 1
JDumaly%r19ﬁ
journal_page_first 235
journal_page_last 237
_publ_section_title

Reflnement of the alpha AL203, Ti203, V203 and Cr203 structures

_datahase code_amcsd 0010593
_chemical_compound_source " Synthetic’
_chemical_formula sum "AlZ 03

Corundum “cell length a 4. 7589

Newnham R E, de Haan Y M cell_length_b 4, 7589

Zeitschrift fur Kr|stallo?raph|e 117 (1962) 235-237 :cell:len?th:c 12.991

Refinement of the alpha AL203, Ti203, V203 and Cr203 structures cell angle alpha 90
Locality: synthetic cell angle beta 90

Aatabarca f—nrln ameed ONTNEMRD CE“_an?lE_gamma o-lzD

cell_valume 254,792

CELL PARAMETERS: 4, 7589 4. 7589 12.9910 90. 000 90.000 120.000 avetl fruetal deneitu diffren 3 aa7
SPACE_GROUP: R-3¢ Isymetry_space_group_name_H-M "R -3 ¢
Cell Volune:  254.79% gt .
Density (a/cm3): 5. 086 _spite_g[aun_symnn_ﬂperat|nn_xyz
MAX. ABS. INTENSITY / VOLUME+2: 11. 44019512 '2;3Ix 1/34y,1/342)
RIR: 0,934 T1/34x, 243y, 2342
RIR based on corundum from Acta Crystallngraphlca A3B (1982) 733-739 "X, x-y, 14247
THETA INTENSTTY - SPACTHG o iultiplicity '2/34x, 1/34%-y, 5642
Pk £5. 96 34800 0 1 2 6 "1/34x, 2/34%, 1/647"
35,18 100 00 28500 1 0 4 6 'y 1727
37.81 47.3 2.379¢ 1T 10 6 12/3ty, 1/3x,5/6-1]
43,39 98.15 2.085¢ 1 1 3 12 "1/34y, 2/34x,1/6-7"
4.22 1.58 1964 2 0 2 6 by, y, 17247
52. 60 49, 82 1. 7401 0 2 4 6 2,3 why, 1734y, 5/642°
57.55 97.94 1.6074 1 1 6 12 1/3 K|¥'2#3W 1/642"
50.79 .43 el 2 1 1 12 o, 1/
S RS R
I B RN o
0. 48 116 1360 1 2 5 12 &3 :2:% by ?igji
74,38 1.43 1.2754 2 0 8 6 Ky, oy, 1/2-7
76. 96 16. 74 1.239 1010 6 " 2/34y, 143y, 5/6-2
TT.32 8.06 34 1109 12 1730 23y ey
54- 44 R N N oy .
' ’ il '2;3‘? 1/3-x4y,1/3-2)
86, 44 1.25 1. 125 31 2 12
86. 60 2.6 1l 12 8 12 a2
89.10 7. 81 098 0 210 | 6 P2y, 1/3% /342"
XPOW Capyricht 1993 Bob Downs, Ranjini Swaminathan and Kurt Bartelmehs 1’3 "'y'2F3 X213+
or reference, see Downs et al. (1993) American Mineralogist 78, 1104-1107. .2;3 x 1,3 v /37"
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CorundumAl203
l4
4738
4.7589
12.991
90.0
90.0
120.0
1.541838
21
0 1 2 6596 3.4800 2560
1 0 4 100.00 2.5509 3518
1 1 0 47.33 23795 37.81
1 1 3 a8.15 2.0854 43.39
2 0 2 1.58 1.9642 4622
0 2 4 49.82 1.7400 52.60
1 1 5} 97.94 1.6014 57.53
2 1 1 243 1.5466 59.79
1 2 2 3.36 1.5148 61.19
0 1 718 1.5108 61.36
2 1 368.24 1.4045 66.528
3 0 57.24 1.3738 6827
1 2 1.16 1.3360 70.48
2 0 1.43 1.2754 74.38
1 0 16.74 1.2390 76.06]
1 1 8.06 1.2341 7732
2 2 226 1.1897 80.78
2 2 1.55 1.1472 84.44
3 1 1.25 1.1258 86.44
1 2 269 1.1241 86.60
0 2 10 81 1.0989 £89.10
0010593 Corundum Formula: AI203
_symmetry_space_group_name_H-M 'R-3¢c'
_symmetry_Int_Tables_number 1
_Symmetry 32
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@l TextDisplay 1.145 C:ACTR\work\MYICDD\DISPidisp.txt -~ m] % | 4 TextDisplay 1.145 CACTR\work\MYICDD\DISP\disp.txt — m] *
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CorundumAl203COD12696DISP bo[undum|gogco[)1zggg[)|sp
Trigonal Rhombohedral or Trigonal
4.7589 (1.0} 51284 (1.0)
47589 (1.0) 5 1984 (1.0)
12.991 (2.7298) 51984 (0
90.0 55.2874
90.0 55.2874
1200 55.2874
;'154056 1.54056
0 1 2 6596 348 25576 21
1 0 4 1000 25509 35151 1 1 0 65.96 3.4799 25.577
1 1 0 4733 23795 37.776 2 1 1 100.0 2.5509 35152
1 1 5 08.15 20854 3354 1 0 A 47.33 2.3704 37777
2 0 2 158 10642 46178 2 1 4] 98.15 2.0854 43.354
0 2 4 49.82 174 52552 2 0 0 1.58 1.9642 46178
1 1 3 07.94 1.6014 57.501 2 2 0 49.82 1.74 52.552
2 1 1 243 1.5466 50.74 3 2 1 97.94 1.6014 57.502
1 2 2 3.36 1.5148 61.13 2 0 -1 243 1.5466 59.741
0 1 8 718 1.5108 61.306 2 1 -1 336 15148 6113
2 1 4 36.24 1.4045 66.519 3 3 2 7.18 1.5108 61.307
3 0 0 57.24 1.3738 66.209 3 1 0 38.24 1.4045 66.519
1 2 9 1.16 1.336 70417 2 -1 -1 6724 1.3738 68209
2 0 8 1.43 1.2754 74.304 3 2 [} 1.16 1.336 T70.418
1 0 10 16.74 1.239 76.88 4 2 2 143 1.9754 74.304
1 1 9 8.06 12301 77.24 4 3 3 16.74 1.239 76.88
2 2 0 2.26 1.1897 80.698 4 3 2 3.06 1.2341 77.241
2 2 3 155 11472 84 356 P 0 2 298 11807 80.609
3 1 2 125 11258 86.351 3 1 B 1.55 1.1472 84.357
1 2 8 269 11241 86.506 3 0 K 125 11257 86 352
0 2 10 781 1.0989 80.003 4 3 1 260 11241 86.507
0010593 Curulndurr: Formula: Al203 1 1 2 781 1.0089 89.004
—symmetry_space_group_name HM ~ 'R-3c 0010593 Corundum Formula: Al203
_symmetry_Int_Tables_number 167 . )
symmetry 32 _symmetry_space_group_name_H-M R-3c
_symmetry_Int_Tables_number 167
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