Title Ca2C4010H2.57 (Whewellite)

Lattice type P
Space group name P 21/c
Space group number 14
Setting number 1

Lattice parameters

a b c alpha beta
6.29000 14.58300 10.11600 90.0000 109.4600

Unit-cell volume = 874.903501 A+3

Structure parameters

X y
1 Ca cCal 0.96760 0.12430 0
2 Ca Ca2 0.99680 0.12360 0
3¢ c1 0.98320 0.32010 0
4c  c2 0.00090 0.42700 0
5 ¢ 3 0.51890 0.12660 0
6 C C4 0.45050 0.11730 0
70 o1 0.97560 0.28260 0
80 02 0.00660 0.46590 0
90 03 0.97990 0.28190 0

10 0 04 0.00730 0.46580 0

11 0 05 0.36140 0.14180 0

12 0 06 0.72450 0.12270 0

130 07 0.24380 0.12290 0

14 0 08 0.60730 0.10680 0

15 H  H11 0.48700 0.37200 0

16 H  H21 0.51000 0.36400 0

17 H  H22 0.53000 0.36700 0

18 0 oWl 0.39320 0.34590 0

19 0 OwW2 0.59130 0.38290 0

20 0 OWLO 0.38800 0.39600 0

21 0  OW20 0.58400 0.40900 0
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Whewellite

Tazzoli V, Domeneghetti M C
American Mineralogist 65 (1980) 327-334
The crystal structures of whewellite and weddellite: re-examination and

comparison

_database code amcsd 0000776

CELL PARAMETERS: 6.2900 14.5830
SPACE GROUP: P2 1/c
X-RAY WAVELENGTH: 1.541838
Cell Volume: 874.904
Density (g/cm3): 2.207
MAX. ABS. INTENSITY / VOLUME**2:
RIR: 1.118
RIR based on corundum from Acta Crystallographica A38
2-THETA INTENSITY
14.94 100.00
15.30 29.53
19.13 1.69
19.62 4.55
23.54 10.49
24 .42 88.48
26.18 1.68
26.92 1.77
28.74 3.24
29.74 9.48
30.14 53.43
30.68 10.01
30.77 2.59
30.87 8.07
31.51 13.58
35.59 2.94
36.01 30.06
36.74 3.31
37.20 6.48
37.73 3.08
38.21 31.26
38.35 27.23
38.82 1.96
39.16 2.92
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42 .44 4.08
43.31 4.00
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45.48 1.69
45.90 14.13
46.42 4.63
46.59 11.01
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—— Experimental pattern (Kidney1.xy)
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QualX Phase Identification Results

General Informations

Filename Kidneyl.glx
Data range 3.000° to 75.000°
Number of points 3601
Step size 3601
Alpha2 subtracted No
Background subtr. Yes
Radiation Wavelength Cu: 1.5405604A
Peak List

Serial 2theta d [4] I/I0

[°]

1 3.22 27.4159 24.279
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Formula

C4 H2.57 Caz2 010
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