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for the doped samples and Ca; Cu, O, Cl, (x=0)
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Fig.4 Rietveld refinement patterns for Ca; Cu, O,1;Cl,—,

(The bottom lines are the difference between observed and calculated intensities.

The short vertical lines mark the positions of calculated peaks)
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Table 1 Results of structure refinements for the sample of

Ca;Cu; 044,5Cl—, (x=0.5) using the Rietveld method

Atom Aite x y z Occupancy Uiso/ (10 *nm?*)
Ca(l) 2a 0 0 0 1 0. 889
Ca(2) de 0 0 0.146 6(2) 1 0. 469
Cu de 0 0 0.4284(2) 1 0. 264
O 8g 0 0.5 0.4259(4) 1 0. 526
02 de 0 0 0.2930(4) 0.15(2) 0.402
Cl de 0 0 0.296 2(3) 0. 85(2) 0. 877

Note: Space group: I4/m mm;unit-cell dimensions:a=65=0.3854(1)nm,c=2.1357(2)nm. R,,=9.02%,
R,=7.25%. The refinement range of 20=12°~120°, Cu K,, radiation was used. The total occupancy

for C1/O(2) was fixed as 1,the CuO2(1) was constrained to a plane.
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High Temperature and High Pressure Synthesis and Study
of 0212-Type Ca;Cu,0,4;Cl,—,

YANG Da-Xiao"?,LIU Qing-Qing' , GAO Wei-Bo', YU Wen'*?,
LI Feng-Ying',JIN Chang-Qing’

(1. Institute o f Physics sChinese Academy of Sciences,Beijing 100080,China;
2. University of Science & Technology of Beijing sBeijing 100083 ,China)

Abstract: Using the apical oxygen doping mechanism,i. e. a partial substitution of divalence O for the
monovalence Cl,we synthesized Ca;Cu, O,;Cl,—, with Ag, O under high temperature and high pres-
sure. From X-ray diffraction composition analysis, we confirmed that Ca; Cu, O,4;Cl,—, crystallizes into
a 0212 structure. With increasing the content of Ag, O, we found that lattice parameters a shrinked
but ¢ increased. It suggested that it should be hole doping. We also investigated the temperature de-
pendence of the electrical resistivity and DC magnetic susceptibility for two samples,but we didn't ob-
serve superconductivity. It maybe resulted from the too low density of hole carrier.
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