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steuctire model was obtained. Three kinds of space groups €2, Cm and C2/m were used
S g : during Block-matrix Least Sqr cefinement. It is evidemt that O is the most suitable as
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Seawtite— Ca; (8104 ) (CO; ) 2H,0, which s the third member of caldum carbonats
and silicate mineral, is rare i oature!, Several mineralogical researches on scawtite have
been carried out® % Pluth and Smih!" have studied its crystal structare by means of a
single-crystal X-ray diffiaction photographer and a fonr-circle single-crystal Xeray diffractorseter,
They found out that the space group of scawtite is #2/m or Im, probably. Hence the space
group is undetermined. The related problems whether CO, is ordered or disordered and how

Ca atoms are coordinated have not been solved either.
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Using a simgle crystal, 0.15x02x 04 mm® in size, selected from the specimen from =~ 03 | 5920(2) | 1087(2) | 1720(4)} 13(1) | 11(1) | 14D 81y
Zoulou iron deposit, Suixi County, Anhui Province, the diffraction data of scawtite were col- Lo 04 (3896(.2) 16!(6{}3 5955 (3? 11{1) 1?(1} 16¢1) 9{?)
lected with a SYNTEX R3 fourcircle single-crysial Xtay difffactometer, with MoKo radiation 05 el e L | v | e
filtered with a graphite monochromator, under the condition of 55 kV and 30 1A, Based s R N of
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were collected, among which there were 42 standard and 2 refected, 11 reflections were chosen L 09 [1392(2)] 1270(2) | 6063¢4)| 101y | &(1) | 1041 | 13(1)
for yrscanning. After absorption correction, the maximum Ry, =0812 and the minimum a1 244803 o 46884 1041) | 161} | (L) 70
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Table 1 : O14 | 6566{(4) 0 B528(8) | 1501y | 18(2) | 3(ip | 1501

of scawtite were determined (Table 1), Z=2, [,=2.76 g/on’,

The Unit Call Parameters and the Space Group of Scawtite (Numbers in Parentheses i Tables 1--4 3
Indicate the Standard Deviations ) e Table 3

iy

This N et 1] e . Asomic Coordinates ( x 10%) and Tsotropic Thermal Constant ( %167 A7
Note Ref. {13 &
10.0394 (0.0019) 10148 {0.003) © 0206 ) {:?
b (5) 15.1935 (0.0017) 15187 (0.004) 152058 ) e
c(A) 56344 (0.0012) 6.626 (04001) 66345 :”:O
7 15645 (0.013)° 100°40{(1)" 1000877 ’:M";
Space group O I2/mos Im I2/m

o o e . . . i . in concl
The difftaction infensilies were reduced to absolute intensities when correcfions have been

completed, The cootdinates of heavy atoms were worked out with Direct Method and ihe
coordinates of other non-hydrogen atoms were solved through Fourier synthesis. So the initial

not determix
of structure.
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Bond Length and Bond Angle of Scawtie
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0L 02 03 J o Fig 1. Projection ofa crystal celt down the e-axis onto (001}, 0. H.C.8iand Ca atoms
sit g ; :ggg((gggf)) 1075(02) s b{y large circles, small clicles, ﬁjm& triangles and hcxatgon‘% respectively. Lat‘weis of atomsv are ind
03 | 1.639(0.002) | 104.7(0.2) 1055(0.1) . side the symbels and the heights of atoms aloug the ¢-axis are shown neat the symbols {in percentage ).
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Cm is more ofien used. CO; group of the structure, which | sle peometrically, i or
dered { Fig. 1), w sy by the ceciron density 8i0, teirahedis link to 7 O
each other and construct a Geell circlo Si;Oyy. There are 4 kinds of coordination polyhedia

h s verifie




of Ca are differens. Bond valente analysis indicates that perhaps there is hydrogen bond i

Ystortion degraes of the coordination pol

the structure of scawtite and that the hydrogen bond is also affected by the neighboring
ydrog 3 g 2

coordination polyhedra (0 see another note fo preparation ).
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