RhombohedralltHexagonal

2025409H21H
HelperTex Office



RS

i, B—PolypropyleneZ#\, UFTOEENBEICEE T,

until 1994 that Meille [¥] and Lotz [10] independently established that the f-crystal was
a thombohedral crystal structure, and that the unit cell parameters werea =b =11.01 A,
c=65A, = =90°y=60°, and a density of (.921 g/cm?. Due to their unique molecular
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Cell Parameters and Symmetry

Lower Range Upper Range

5 |10 | ®Range

b 5 |[10 | OTolerance
c 5 |[10 |
alpha |40 |80 |
beta |40 |80 |
gamma |40 |60 |
space group
crystal system [thombohedral v |
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[ American Mineralogist 32 (1947) 16-30
Some computations on svanbergite, woodhouseite and alunite
database code amcsd 0000037
7.058 7.058 7.058 59.08 59,08 59,08 R-3m
atom X Yy 2
K 0 0 0
Al 50 0
S .305 .305 .305
01 .393 .393 .393
02  .512 .157 .157
OH3 -.174 . 276 . 276

View JMOL 3-D Structure [ permalin
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AluniteKAI352014HE
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1 0 0 7.19 5.6955 15.56
1 1 0 2565 4.9551 17.90
o -1 1 18.11 3.4798 2560
2 2 1 4.89 3.0147 2063
2 1 0 100.00 2.0843 20.04
1 -1 1 29.14 2 9694 30.09
|2 2 2 365 2.9013 30.82
2 2 0 9.53 2.4776 36.26
3 2 2 30.47 22088 39.19
3 1 1 477 22786 30.55
0 -1 2 221 2.2588 30.91
3 2 1 1.03 22284 4043
2 -1 1 465 2.2038 40.95
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Hexagonal
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6.959626484683846 (1.0}
17.407730282293024 (2.5012)
an.o
90.0
1200
1.54056
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1 0 1 719 56955 15.545
0 1 2 2565 49531 17.886
1 -2 0 18.11 3.4798 25577
0 1 5 4.89 3.0147 29607
1 1 3 1000 29843 29016
2 -2 1 2914 29694 30.069
0 n A 3.65 29013 30.793
0 2 4 933 24776 36227
1 0 7 3047 22088 39154
2 0 5 477 22786 39517
1 -3 1 221 22588 39877
1 1 & 1.03 22284 40 445
3 -2 2 465 22038 40.916
[v] [v] 9 1.9 1.9342 46937
0 2 T 3.46 1.9181 47 355
3 -3 3 2463 1.86985 47874
2 0 8 227 1.7642 51.778
2 -4 0 31.36 1.7399 52.554

Rhombohedral
MmHoHexagonal
6. 9596x6. 9596x17. 4077x90x90x120IZ

B INTWET,



LaboTe x THexagonalc “a=2.

SOTD—Spli

il HexaConvert 1.145T[25/12/31] by CTR
File Step Help random Dispfile

x

‘ ‘A Dm0 A . B @ sadbiuldi-m < ‘

‘ "M\Har Notation {3fxis Notation,

Olo [1 |3 | [1 lo lo | 1kl i |
Miller Bravais Motation{4 Axis Motation,
(8 -7 i Js ] B <Tx I 6 ) Cwa o] |
Euler(p1Fp2)
[D o0 | lazo09 | 300 | ‘

Material select
h HEXA b

Input y2Angles |0 |  Cak ‘

‘ cia

DISP
Position 10 v Disp size 200 hd DIsP
BG Corr Line size 1.0 = MINUS
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_B|[f 0. 5474 5] | T [Gawss <|[ion [ioo [ioo [0 =x
| =] [Gaws ][00 [inD Wh_ng &« [=c 8 [soc ¥y [Hz00
(0)[T 1523 4712, sa20 | T JGauss ~[iie oo [ime 0 Hx
W Man, Backaround lU—
Lingarity
Creation of Model ODF I Exit

t Z1ERR

013-100

Levels
5704
5324
4943
4363
4183
3803
3422
2662
282

1901

1521

1141

76.1

10

Max=608.427
Min=0.000
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END
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Levels
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o ___ 150 s 110
.a 140 i 100
a 130 i Q.0
120 @ @ en
11.0 7.0
™ sg’ ™ -
8.0 40
— @ Qo @ —i
50 10
___ 40
J— 1
—-31
___ 10




Rhombohedra llZkA AN

il PFtoODF3 9.00T[25/12/31] by CTR
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Apprax. Miller Indices

2 3 4)-1-1411
(2 34013-101]

Euler Angles

Max. WValue of Miller

Indice = |15 Hf
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Crystal info.
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a i e 5908
B B [59.08
c |7 VA [T

v Mormalizing pole fieurez before ODF calculation

v With Orthogonal sample symmetry

Pale figure info.
3 -

Mumber of pole figures

Ist PF | and PF | &d PF |

ho |t ko0 ]
Browse PF file location =

| L#¥rhombohedral¥Rhomobo¥ Tex Tools¥textoolz 100_0p

5.00

[~ #Azsuming fiber texture

Resolution:

Save as |L:¥rhombohedraI¥Rh0mobn¥TexTnnls¥RHombo.HODF =
OF | Advance Help Cancel |
Max = 1097
1.0
-

o 23.0

— 4.0

66.0

&88.0

)
C a
=090
RD Max =57 RD Max =283 RD Max = 4.7
1.00 1.00 100
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C) — 29) — 390 O O 250
3.80 ) 5.40 320
4.80 6.80 3.90
D — — — < D
5 (S50
2 YR
100 {110} {210
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: 4| Import Wizard - X
4| Import Wizard = *

Miller Indices

Crystal Reference Frame Correct Miller Indices

Cryztal Symmetry

Imported Pole Figure Data Sets

Mineral 0 Miller Indeces
0O Inds:ed () Mot Indexed | ] _2 " 1
S Alunite Load Cif File {21-30) 210TR. 850 .
k
plotting color ([ ] ,
i
Cryztal Coordinate System | i}
Point Group ~ [~3m1 v K] ek v 2l le b
Structure Coefficients
Axis Length a [7.058 b [7.058 c [7.088 - 1
Axiz Angle alpha (39.08 beta (29.08 garmrma 29 - 05
For superposed pole fizures seperate multiple Miller indece and structure
coefficients by space!
Plot << Previous Mext »> Finizh Plot <4 Previous Finish
4. Import Wizard = X
Import Data

Select Method

Surnmary of PoleFigure data to be imported:

crystal symmetry: “-3m1”
| specimen symmetry: 717
ftho= (10-10), r = 73 x 19 points
ho= (11-800, r = 73 % 19 points
h = (21-30), r = 73 » 19 points
% crystal symmetry
G5 = crystalSymmetry (' -3ul ", [7.1 7.0 701, ¥l |as”, "Z[|c’, ‘mineral’, "Alunite’);
|
Import to
© =cript (m—file) () workspace variable
Plot << Previous Mext >> Finizh

BEARIAAT ¢ 1o

data_globall

_chemical _name_mineral "Alunite’l

loop_1

_publ_author _name!

"Pabst 4L

_journal _name_full “American Mineralogist '/

_journal_volume 32 .
_journal _year 19471
_journal page first 1684
_journal page last 301
publ section titlel

sl

Some computations on svanbergite, woodhouseite and alunitel
vl

_database_code_amcsd 0000037)

_chemical formula_sum 'K 413 52 014 HE'L
—cell_length_a 7.0681

—cell_length b 7.0681

—cell_length_c 7.0681

—cell_angle_alpha 59,081
_cell_angle_beta 59.081
—cell_angle_gamma 59.081

—cell_volume 243.402L

_exptl _crystal _density_diffrn 2.8261
_symmetry_space_group_name_H-M 'R -3 m’ L
loop_1

Sphace group symop operation HyZoL

L7»L, Hexagonal & LTAERBELEHRINTLET,



newODF

BAESOY- 7 on ODFETE
Alunite (100) | % Alunite (110) | Alunite (210) |

RD | ODFE#H| | ODFEELIAM-F |
. ODFEHE
ODF/YE
# HEA )
— @ ATYTC):
OAFYT )
S AEC: (000 | 7
. 1 ST BEC) AT
"
i 1{54-5-
I'F-}
n EE4E: |A|unite E”
EXBUELZ:
1BI5RE 197 437: [
RPEF=10640 AT-94: THHHDETESENSHE
-1
EESETOYr EEE7OvE  ODFER IVk-FUMER
e 7on
-
T BEFR F-IAT-5A
B4® Alunite [v] =EE QTAZH4TF ~
hkl ESE 268,
10 0 [v] 100TR [v] 000
11 0 [v] 110TR [v] 000
s 21 0 [v] 210TR 000
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He xa gona | CHHT

F Calculation (Fimished) — b4
Fp dRp
|
L
Iteration Iteration
|
| Calculation
roges NN THNEEENEREENENNENENNNEREENE 0o
Cycle  Iteration[Max= 30) [teration [total) Rp[=](Lim.= 1.00] dRp(#][Lim.= 1.00)
3 il B7 E.41 096
EMND OF ODF CALCULATION, |
END OF ODF CALCULATION, I
END OF ODF CALCULATION |
END OF DODF CALCULATION
| || End ‘
FhomboHexa
Levels
3685
3306
@} B ) 7 1927
4348
4169
3790
11
2653
2274
1895
1516
1137
738
1.0
Max=606.370
Min=0.000
2025/09/21

Levels
164
153
142
13.1
120
109
0.9
6.6
33
44
33
22
1.0
Min=0.000
Maw=17.413
2025/09/21
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|€ ODF Calculation Setup X
Crystal info. Pole figure info.
Crystal system  |Hexagaomal - Mumber of pole fisures 3 o>
ard PF
s [ o [@ fst PF | 2nd PF Srd PF |
I h i k|1 [ E]
E I 6 Jao Browse PF file location =
c/a |2.5 o |120 |L:¥rh0mb0hedra|¥TexToo|S¥text00 l=113_2pol
| Mormalizing pole figures before ODF calculation Rezolution: 5.00
[v ‘With Orthogonal sample sy mmetry ™ Assuming fiber texture
Save as |L:¥rh0mb0hedraI¥TexTO0IS¥Hexa HODF E
(o] 4 | Advance Help Cancel |
Max =200.1
s 10
2 41.0
— B81.0
120.0
160.0
2 )
RD Max = 12.0 RD Max =96 RD
1.00 1.00
320 2.70
540 CB — 440 O O
) 760 6.10 O
9.50 790 i)
™0 e D & 2o D
{012} {101} {113}

Max =78

1.00
2.40
— 370
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|4\ Impaort Wizard

Crystal Reference Frame
| Crystal Symmetry

Mireral

0O hdexed () Mot ndexed

mineral name Alunits

- *

plotting color |

Crystal Coordinate System

[#] Import Wizard — X

| Miller Indices

Carrect Miller Ihdices

Imported Paole Figure Data Sets

hiller Indeces
|
{10-11} 101TR.ASC " 0
C-23 113TR.43C
1 k ]

| | 2
Paint Group  |~3m1 | K] ek | Zlle b
Structure Coefficients
Axiz Lenzth a 1-058 b [7.058 o [7.088 :
Axis Angle alpha 99.08 beta (09.08 zarnma 99 .08
For superposed pole figures seperate multiple Miller indece and structure
coefficients by space!
Plot << Previous Mext »> Finizh Plot << Previous et > Finizh
PR AT ki R
0 0
- N B - 207
Lo 9 YL « 9
T 60| @ ’. 5 L o JEERY , J—
0 120 240 360 0 120 240 360
1 1
0
407
RPN
oo LB e Qe.en©
0 120 240 360
21
0 3
30 . 0
0 120 240 360
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MTEX (c i fIZMg%fiEL, ZHOEH)

4| Import Wizard - x

Crystal Reference Frame
Crystal Symimetry

~Mineral
0O Indexed () Mot Indexed
mineral hame |Mg | Lertl @ Al
plotting color || | hd |

~Crystal Coordinate System
Point Group |B/mmm V| |X||a* V| |\l"||tI V|
dis Lenath 2 3.00827 | b 3.20827 | c
Axiz Angle aloha |9U | beta |90 | Zarmrma

Plot <4 Previous Mesct > Firizh

CS = crystalSymmetry (' 6/mmm’, [3.2 3.2 5.21, 'X|lax", "Y||b", "Z||lc*¥, 'mineral’,
CS = crystalSymmetry (' 6/mmm’, [6.9 6.9 17.4]1, "X||ax", "Y||b", "Z||c*¥, 'mineral’,
.zo‘ .oo. .ol E. N ] o

(1123)
X.
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"Mg');
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EXSUELH

5 RE DT [

£

RPEF=686 AT-9A4 +HGHOETESEISHE

R

(o)

208"
0.00
0.00
0.00

= m} x
|
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