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Uranyl – apical uranyl O atom; eq – equatorial O atom of the UO8 bipyramid; ‘ – split site; w – H2O site.
Symmetry codes: (i) –x+1/2, y+1/2, –z+1/2; (ii) x+1/2, –y+1/2, –z+1/2; (iii) x+1/2, –y+1/2, z–1/2; (iv) –x+1, –y+1, z; (v) –x+1, –y+1, -z; (vi) –x+1, –y, z; (vii) –x+1, –y, –z; (viii) x, y, –z; (ix) –x, –y, z; (x) –x, –y, –z; (xi) x–1/2, –y+1/2, –z+1/2; (xii) x–1/2, –y+1/2, z+1/2; (xiii) x–1, y, z; (xiv) x–1/2, –y+1/2, z–1/2; (xv) –x+1/2, y+1/2, z–1/2; (xvi) –x, –y+1, z; (xvii) –x, –y+1, –z; (xviii) –x+1/2, y–1/2, –z+1/2; (xix) x, y, –z+1; (xx) x+1, y, z; (xxi) x+1, y, –z; (xxii) –x+1/2, y–1/2, z+1/2
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All values are given in valence units (vu). Bond-valence parameters for U6+–O pair (r0 = 2.042, b = 0.506) taken from Burns et al. (1997), for C–O pair from Brese and O’Keeffe (1991), for K–O and Ca–O pairs values taken from Brown and Altermatt (1985). Site-occupancies considered in the calculations
