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TABLE 1.  Chemical formula, crystallographic data and re! nement 
parameters for tooeleite

Formula Fe6(AsO3)4(SO4)(OH)4·4H2O
Formula weight (g/mol) 1064
No. of structural formula in cell unit  1
No. of structural formula in asymmetric unit 0.5
Space group Monoclinic C2/m
Re! ned unit-cell parameters 
a (Å)  8.9575(1)
b (Å)  6.4238(1)
c (Å)  9.7912(1)
β (°)  96.032(1)
Unit-cell volume, V (Å3)  560.27(3)
Temperature  Ambient
Wavelength (Å)  0.6926
Step increment (2θ)  0.005
Geometry Debye-Scherrer
Preferred-orientation function  March-Dollase
Direction [010]
G1 0.961
Background Spline
Pro! le function  pseudo-Voigt
Pattern range (2θ) 3–60
Number of re" ections 1009
Re! ned parameters 35
Pro! le R values 
Rwp (%)  8.8
Rp (%) 6.8
RBragg (%) 4.5 
Rexpected 6.8

TABLE 2.  Atomic parameters for tooeleite in space group C2/m:
fractional coordinates, isotropic displacement parameter 
(Biso), occupancy factor (Occ), and site multiplicity (Mult)

Atom x/a y/b z/c Biso (Å2) Occ Mult
As 0.7396(5) 0 0.2990(4) 0.84(8) 1 4(i)
Fe1 0 0 1/2 0.66(9) 1 2(c)
Fe2 0.3675(7) 0 0.3802(5) 0.66(9) 1 4(i)
O1 0.866(2) –0.196(2) 0.375(2) 0.30(6) 1 8(j)
HO2 0.378(2) 0 0.159(2) 0.30(6) 1 4(i)
H2O3 0.596(2) 0 0.413(2) 0.30(6) 1 4(i)
O4 0.146(2) 0 0.355(2) 0.30(6) 1 4(i)
S 0 0 0 1.6(5) 0.65(2) 2(a)
O5 0.014(5) –0.141(6) 0.114(5) 0.3(2) 0.325(10) 8(j)
O6 0.123(5) 0.151(2) 0.0106(17) 0.3(2) 0.325(10) 8(j)
Note: Standard deviations on the last digit are in parentheses.
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
   
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
  

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



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





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
     
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

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
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

       
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



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
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
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
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