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146 R3 Crostedtite

0000022
Cronstedtite
Formula: 8i.8Fe1. 404 001H1.667
_symmetry_space group name_ H-M 'R3
_symmetry_Int_Tables _number 146
_sSymmetry 3 k1T Hexa (25356
146HRDISP
Trigonal
3.16 {1.0)
316 {1.0)
21.25 (6.7247)
g0.0
g0.0
120.0
1.54056
29
0 0 3 18.05 7.0833 12.486
0 0 6 100.0 3.5417 25123
1 0 1 3031 27142 32.074
0 1 2 526 2 6501 33.704
1 0 4 £8.05 2 4328 36.017
0 0 g 4.18 2.3611 38.081
0 1 5 33.68 2.3009 39.118
1 0 7 562 2.0326 44.538
0 1 8 7.26 1.006 AT B73
0 0 12 1.79 1.7708 51.568
1 0 10 2822 1.6784 54 637
1 1 0 10.59 1.58 58.355
0 1 11 10.84 1.5782 58.428
2 -1 3 2.83 1.5421 50.034
1 1 3 2.83 1.5421 50.034
2 -1 B 675 1.4429 £4.53
1 1 6 £.75 1.4429 £4.53
146HRDISP
Rhombohedral or Trigonal
7.3145 (1.0)
7.3145 {1.0)
7.3145 (1.0)
24.9494
24.9494
24.0494
1.54056
29
1 1 1 18.05 7.0833 12.486
2 2 2 100.0 3.5417 25123
1 0 0 39.31 27142 32.074
1 1 0 526 2 6501 33.795
2 1 1 £8.95 2 4328 36.017
3 3 3 418 2 3611 35.081
2 2 1 33.68 2.3009 39.118
3 2 2 562 2.0326 44.538
3 3 2 7.26 1.906 47 673
4 4 4 1.79 1.7708 51.568
4 3 3 28 22 1.6784 54 637
1 0 -1 19.59 1.58 58.356
4 4 3 10.84 1.5782 58.428
2 0 1 283 1.5421 59.934
2 1 0 2.83 1.5421 59.934
3 1 2 6.75 1.4429 64.53
3 2 1 6.75 1.4429 64.53



148 R—3 Dolomite
00000&6
Dolomite
Formula: CaMgC206
_symmetry_space_group_name_H-M 'R-3
_symmetry_Int_Tahles_number 148
_Symmetry 3
148HRDISP
Trigonal
4.815 (1.0)
4.815 {(1.0)
16.119 (3.3477)
90.0
90.0
120.0
1.54056
33
1 0 1 2.05 4037 21.999
0 1 2 2.21 3.7036 24.008
1 0 4 100.0 2.8977 30.831
0 0 = 4.6 2.6865 33.324
0 1 5 519 2.5505 35157
1 1 0 11.44 2.4075 37.32
1 1 3 17.99 2197 41.048
2 -1 3 5.68 2197 41.048
0 2 1 413 2 0677 43.743
2 0 2 13.87 2.0185 44 867
0 2 4 4.36 1.8518 4916
0 1 8 18.07 1.8142 50.249
1 1 6 6.78 1.7929 50.888
2 -1 6 12.85 1.7929 50.888
0 0 9 1.24 1.791 50.946
3 -1 1 2.51 1.5686 58.821
2 1 1 1.93 1.5686 58.821
1 2 2 3.0 1.5468 59.734
148HRDISP
Rhombohedral or Trigonal
£.0406 (1.0)
5.0496 (1.0)
5.0496 (1.0)
46.9018
469018
469018
1.54056
33
1 0 0 2.05 4.037 21.999
1 1 0 2.21 3.7036 24.008
2 1 1 100.0 2.8978 30831
2 2 2 4.6 26865 33.323
2 2 1 519 2.5505 35157
1 0 -1 11.44 24075 37.32
2 1 0 17.99 2197 41.048
2 0 1 5.68 2197 41.048
1 1 -1 413 2.0677 43.742
2 0 0 13.87 2.0185 44 866
2 2 0 4.36 1.8518 49.16
3 3 2 18.07 1.8142 50.249
3 2 1 6.78 1.7929 50.887
3 1 2 12.85 1.7929 50.887
3 3 3 1.24 1.791 50.945
2 -1 0 2.51 1.5686 58.82
2 0 -1 1.93 1.5686 58.82
2 1 -1 3.0 1.5468 50.734



155 R32 Tincalconite

0000321
Tincalconite
Formula: NaB20EHS
_symmetry_space_group_name_H-M 'R32'
_symmetry_Int_Tables_number 155
_Symmetry 32
155DISP
Trigonal
11.09 (1.0)
11.09 (1.0)
2107 (1.8999)
90.0
90.0
1200
1 54056
100
1 0 1 10.9 8.7391 10.113
0 1 2 1.31 7.0975 12.461
0 0 3 19 26 7.0233 12 593
1 1 0 12.73 5545 1597
0 2 1 41.18 4,682 16.938
1 0 4 2.95 46185 19.202
2 0 2 58 72 4 3696 20 307
1 1 3 36 77 4 3521 20 389
0 1 5 6.48 3.8589 23.029
2 1 1 0.08 35774 24 869
0 2 4 6.41 35488 25072
1 2 2 646 3432 2594
2 0 5 6.04 31674 2815
2 1 4 29.8 2.989 29 868
1 1 6 14 55 2 9668 30097
0 3 3 725 2913 30 665
3 0 3 92.75 2913 30.665
1 0 7 .68 2.8722 31.112
155DISP
Rhombohedral or Trigonal
9 5039 (1.0)
9 5039 (1.0)
9.5039 (1.0)
71.2868
71.3868
71 3865
1.54056
100
1 0 0 10.9 8.7392 10.113
1 1 0 1.31 7.0975 12 461
1 1 1 19 26 7.0234 12 593
1 0 -1 12.73 5.545 15.97
1 1 -1 41.18 4.6821 18.038
2 1 1 295 4 6185 19 201
2 0 0 5872 4 3696 20 307
2 1 0 36.77 4.3521 20.389
2 2 1 6.48 3.8580 23.028
2 0 -1 908 35774 24 869
2 2 0 6 41 35488 25072
2 1 -1 64.6 3.432 2594
3 1 1 6.04 3.1674 28.15
3 1 0 298 2 989 29 867
3 2 1 14 55 2 9668 30 097
2 2 -1 7.25 2.9131 30.665
3 0 0 92.75 2.9131 30.665
3 2 2 9.68 28723 31.112



160 R3m SiC

0000031
SIC-V

Formula: SivCT

_symmetry_space_group_name_H-M

_symmetry_Int_Tables_number

_Symmetry
160HRDISP
Trigonal
3.073 (1.0$)
3.073 (1.0)
52.78 (17.1754)
90.0
90.0
120.0
1.54056
4
1 0 1
0 1 2
1 0 4
0 1 5
0 0 21
1 0 7
0 1 8
1 0 10
0 1 11
1 0 13
0 1 14
1 0 16
0 1 17
1 0 19
0 1 23
1 0 25
0 1 26
1 0 28
160HRDISP
Rhombohedral or Trigonal
17.6826 (1.0)
17.6826 (1.0)
17.6826 (1.0)
99698
99698
9.9698
1.54056
41
1 0 0
1 1 0
2 1 1
2 2 1
7 7 7
3 2 2
3 3 2
4 3 3
4 4 3
5 4 4
5 5 4
B g 5
B B 5
7 [ B
8 8 7
9 8 8
9 9 8
10 9 g

3.35
1223
38.45
48.28
100.0
99.95
5549
37.61
30.29
1599
23.58
9.06
5.8
222
1.75
5.66
10.49
28.91

3.35
12.23
38.45
48.28
100.0
99.95
55.49
3761
30.29
15.99
23.58
9.06
5.8
202
1.75
8.88
10.49
2591

26579
26479
26088
2.5805
29133
2.5096
2.4681
2.3763
2.3273
22257
21742
20713
2.0206
1.9217
1.7379
1.654

1614

1.5382

26579
2.6479
26088
25805
25133
2.5096
2.4681
23763
23273
2.2257
21742
20713
20206
1.9217
1.7379
1.654

1.614

1.5382

'‘Ram’
160

33.693
33.824
34.347
34.734
35.694
35.75
36.372
37.828
38.696
40.495
415
43.664
44818
47.26
52619
55.513
57.01
60.1

33.693
33.824
34.347
34.734
35.694
35.75
36.372
37.828
38.656
40.495
41.5
43.664
44 818
A7 26
92.619
95.513
57.01
601



161 R3c¢c Whitelockite

0000445
Whitlockite

Formula: (Mg 587Fe 413)Ca9. 095P7 028
_symmetry_space_group_name_H-M
_symmetry_Int_Tables_number

_Syrnmetry
161HRDISF
Trigonal
10.33 (1.0}
10.33 (1.0}
37103 (3.5918)
90.0
90.0
120.0
1.54056
120
0 1
1 0
0 0
1 1
1 1
0 1
0 2
1 0
2 1
1 2
1 1
2 1
1 2
3 0
0 2
1 2
0 3
161HRDISP

Rhombohedral or Trigonal
13.7306 (1.0)
13.7306 (1.0)
13.7306 (1.0}

44193

44193

44193
1.54056

120

1 1
2 1
2 2
1 0
2 1
3 3
2 2
4 3
2 0
2 1
4 3
3 1
3 2
2 -1
4 4
4 3
3 3

oo = O WM & O M= = 000w o O &M

[T - }

L B %

6.66
29.69
1.48
4272
1.2
2.38
14.02
36.08
10.28
6.96
3.19
63.78
1.94
10.48
100.0
30.68
3.02

6.86
29.69
1.48
42.72
1.2
2.38
14.02
36.08
10.28
6.96
3.19
63.78
1.94
10.48
100.0
30.68
3.02

32

8.058
5.4392
6.1838
5.165
4.7661
41174
4.028
3.4272
3.3673
3.3265
3.222
3.1768
3.0769
2.082
2.8557
2.7322
2.686

8.0581
6.4392
6.1838
5.165

4. 7661
41175
4.029

3.4272
3.3673
3.3265
3.2221
3.1768
3.0769
2.982

2.8557
27322
2. 686

'Rac!
161

10.971
13.741
14.311
17.154
18.602
21.565
22.044
25977
26.447
26.776
27.663
28.063
28.995
29.939
31.297
32.75

33.33

10.971
13.741
14.311
17.154
18.602
21.564
22.044
25977
26.447
26.778
27.663
286.065
26.995
20939
31.297
3275

33.33



166 R—3m Alunite
0000016
Alunite
Formula: KS2A13014H6
_symmetry_space_group_name_H-M 'R-3m'
_symmetry_Int_Tables _number 166
_ Symmetry
160HRDISP
Trigonal
6.96 (1.0)
.96 (1.0)
17.35 (2.4928)
90.0
90.0
1200
1.54056
40
1 0 1 7.2 5.6937 15.55
0 1 2 2565 495 17 905
1 1 0 18.16 3.48 25.576
0 1 5 4.86 3.0073 20 682
1 1 3 100.0 29818 29942
0 2 1 29.21 2.9693 30.071
0 0 B 363 28917 30808
0 2 4 9.53 2.475 36.266
1 0 7 3024 22923 3927
2 0 5 475 22754 39574
2 1 1 2.21 2.2588 30.877
1 1 B 1.03 2 2241 40 527
1 2 2 4.66 2.2035 40.923
0 0 9 1.88 1.9278 47 102
0 2 7 3.44 1.9143 47 454
0 3 3 24 66 1.8979 47.89
2 0 8 226 1.7603 51809
2 2 0 31.45 1.74 52.551
160HRDISP
Rhombohedral or Trigonal
7.0423 (1.0)
70423 (1.0)
7.0423 (1.0
50.2282
59 2282
59 2282
1.54056
40
1 0 0 7.2 56937 15.55
1 1 0 2565 495 17.905
1 0 -1 18.16 3.48 25576
2 2 1 4.86 3.0073 20 682
2 1 0 100.0 29818 20.942
1 1 -1 20.21 2.9693 30.071
2 2 2 363 28917 30.898
2 2 0 953 2475 36 266
3 2 2 3024 22923 3027
3 1 1 4.75 22754 30.574
2 0 -1 2.21 2.2588 30.877
3 2 1.03 2 2241 40 527
2 1 -1 4 66 22035 40 923
3 3 3 1.88 1.9278 47 103
3 3 1 3.44 1.9143 47 454
2 2 -1 24 66 1.8079 47 .89
4 2 2 2.26 1.7603 51.809
2 0 -2 3145 1.74 52 551



167 R—3c Calsite

0000098
Calcite
Formula: CaCO3
_symmetry_space_group_name_H-M 'R-3c'
_symmetry_lnt_Tables_number 167
_Symmetry 32
167HRDISP
Trigonal
4.99 (1.0)
4.99 (1.0)
17 0615 (3.4191)
90.0
90.0
120.0
1.54056
23
0 1 2 81 3855 23052
1 0 4 100.0 3.0357 20.308
0 0 6 243 2.8436 31.434
1 1 0 13.71 2 405 35065
1 1 3 2016 22848 30 405
2 0 2 14 26 2 0946 43154
0 2 4 6.16 1.9275 47.109
0 1 8 1967 1.0125 47 502
1 1 6 2002 18754 48 5
2 1 1 373 1.6259 56 556
1 2 2 9.18 1.6042 57.302
2 1 4 528 1.5253 60.661
2 0 8 2 41 1.5179 60092
1 1 g 318 1.5094 61.369
1 2 5 220 1.4733 £3.045
3 0 0 6.84 1.4405 64.652
0 0 12 301 1.4218 65608
2 1 7 154 1 38R0 RO 170
167HRDISP
Rhombohedral or Trigonal
6.3753 (1.0)
6.3753 (1.0)
6.3753 (1.0)
46.0778
46.0779
46.0779
1.54056
23
1 1 0 8.1 3.8551 23.052
2 1 1 100.0 3.0357 29.398
2 2 2 243 2.8436 31.433
1 0 -1 13.71 2.495 35.065
2 1 0 2016 2.2848 39.404
2 0 0 14 26 2.0946 43.153
2 2 0 6.16 1.9275 47.109
3 3 2 19.67 1.9125 47.502
3 2 1 20.02 18754 48.5
2 0 -1 3.73 1.6259 56.555
2 1 -1 9.18 1.6042 27.391
3 1 0 5.28 1.5254 60.66
4 2 2 2.41 1.5179 60.692
4 3 2 318 1.5095 61.368
3 2 0 2.29 1.4733 63.045
2 -1 -1 6.84 1.4405 64.651
4 4 4 3.01 1.4218 65.608
4 2 1 1.51 1.3569 69.178
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Search
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_symmetry_Int_Tables_number 143
_Symmetry 3
Disp Dizp? Cancel Return Structure
Ghemical formula
Input{e. g. C2 H4) BaY6Si3B6024F2 Change
143DISP
hombohedral or Trigonal
1067 (1.0
1067 (1.0
168 (0.4386)
0.0
0.0
120.0
1.54056
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2 2 0 6.26 26673
3 0 1 216 25729
] 0 2 496 234
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2 2 1 1.36 23175

—H+K+L=3n2a0 LT
=B e E A,

TrigonallZ

9.563

18.947
21.263
25294
25.294
25.482
25.482
27.098
27.098
31.047
31.047
31.947
31.947
33.968
34.811
38.438
38.826
38.826



MakeMy ICDD
COD»Sbdownloadlizry—#
B3 oo11z.cif 2025/9/27 T:08

B 001124t 2025/9/27 7:09

| &l MakeMylCDD-add-d-value 1.29T[25/10/31] by CTR
|File Help Display Subholder

CIF J74 1.

TEALE S

Tnputfile(# txt)

=

=

disp

Cutputfile® txt)

home: CACTRwork\MylCDD

filename

disp

Filemake

L. S —

& MakeMylCDD-add-d-value 1.29T[25/10/31] by CTR =

File Help Display Subholder

v

2 KB

4 KB

(%] B¢
Tnputfile(* txt)
{ 274 DI \‘: 146HR-R3 v\ y A i
E : = 00113.cif
Outputflle(*.:gt) 1 ( 62 oo113.6t
home: |C:
omet|CACT) mirieor .
filename ‘ | .
E— U] 7
Filer
: T2 Exazub
Profile Profil !
PC
FPA BN | [
TN R AT [ ¢ Txt ¢ THT # GIF i " AT

| ] MakeMylCDD-add-d-value 1.29T[25/10/31] by CTR
|File Help Display Subholder

Thpuitfiled® tet)
{ = L\COD\Trigonah146HR-R3\00113.xt

disp

Outputfile(® fxt)

home: ‘ CACTRWwork\WMylCDD

filenatme |14€.HR

Filemake Filz haz been successfully made!!




MaterilaData

4 MaterialData 1.40T[25/10/31] by CTR = O *
'File Help Disp

Search

. Hexagonal ~

LaboTexlal=hd=c cod=00 & <=00 +<=000 (] Hisoralin Bhomboheder ol

Wave length

154056 v

| rSelect

| 1eaTxT v
| 0000935

| Cappelenite-(Y)

Formula: BaY6Si3BeO24F2

_symmetry_space_group_name_H-M 'P3
_symmetry_Int_Tables_number 143

_Symmetry 3

Disp Disp? Cancel Return Structure

‘ Chemical formula

Input(e. g. C2 H4) |BaYBSi3BBO24F2 | Change

— S S S - - S

TrigonaZffi (—H+K+L=3n) #®RTH5L143. TXT (P3) FFrRINEHA,

4 MaterialData 1.40T[25/10/31] by CTR - o X
'File Help Disp

Search

‘ Hexagonal v

LaboTexlad=bd=c =90 §<=90 v <=90) @ Trigonal(to Rhombohedsral)

Wave length

1.54056 v|

|
‘ rSelect
]
|

T46HR.TXT -

148HR.TXT

155.TXT

160HR.TXT

161HR.TXT

166HR.TXT

16THR.TXT

CronstedtiteSi.5Fe1.404 001H1.667. TXT

Disp Digp? Cancel Return Structure

Chemical formula

Input(e. g. C2 H4) Si.5Fel1.404.001H1.667 Change




