File 1 : "C:\Documents and Settings\Tonci\My Documents\iceland\15511\10092301_15511CR_TBZ.raw_1"
Range Number :  1

R-Values 
Rexp : 4.46    Rwp : 6.46     Rp  : 4.83   GOF : 1.45

Rexp`: 1.42    Rwp`: 2.06     Rp` : 1.56   DW  : 1.04

Quantitative Analysis - Rietveld 
   Phase 1  : CaAlF5                         70.23(93) %

   Phase 2  : Ralstonite                     29.77(93) %

Background 
   One on X                                 54100(7500)

   Chebychev polynomial, Coefficient  0      -1630(340)

                                      1      1870(390)

                                      2      -970(220)

                                      3      500(120)

                                      4      -257(59)

                                      5      127(27)

                                      6      -63(11)

                                      7      18.1(33)

Instrument 
   Primary radius (mm)                       217.5

   Secondary radius (mm)                     217.5

   Linear PSD 2Th angular range (°)          3.3

      FDS angle (°)                          0.05

      Beam spill, sample length (mm)         20

         Intensity corrected

   Full Axial Convolution

      Filament length (mm)                   12

      Sample length (mm)                     14

      Receiving Slit length (mm)             16

      Primary Sollers (°)                    2.5

      Secondary Sollers (°)                  2.5

   Tube_Tails 

      Source Width (mm)                      0.2183812

      Z1 (mm)                                -0.617656

      Z2 (mm)                                0.6440037

      Fraction                               0.004231071

Corrections 
   Zero error                                -0.0064(31)

   LP Factor                                 27.3

   Absorption (1/cm)                         15.3(11)

      Sample Thickness (mm)                  0.2

         Intensity correction applied

Miscellaneous 
   Finish X                                  85

   Excluded Regions

      Start/Finish                0          11

Structure 1 
   Phase name                                CaAlF5

   R-Bragg                                   2.490

   Spacegroup                                C12/c1

   Scale                                     0.0002347(67)

   Cell Mass                                 594.3(19)

   Cell Volume (Å^3)                         355.087(76)

   Wt% - Rietveld                            70.23(93)

   Crystallite Size 

      Cry size Lorentzian (nm)               54.8(12)

   Crystal Linear Absorption Coeff. (1/cm)   138.2(12)

   Crystal Density (g/cm^3)                  2.7790(89)

   Lattice parameters

      a (Å)                                  8.6010(12)

      b (Å)                                  6.29035(65)

      c (Å)                                  7.21904(71)

      beta  (°)                              114.613(10)
Site  Np    x           y           z         Atom Occ       Beq 
Ca1   4   0.00000     0.5436(17)  0.25000     Ca   0.663(12) 0.55

Al1   4   0.00000     0.00000     0.00000     Al   1         0.5

F1    4   0.00000     0.9499(26)  0.25000     F    1         1.1

F2    8   0.0340(13)  0.7197(16)  0.9879(16)  F    1         1

F3    8   0.7697(17)  0.9676(20)  0.8696(25)  F    1         1.3

Structure 2 
   Phase name                                Ralstonite

   R-Bragg                                   3.752

   Spacegroup                                Fd-3mZ

   Scale                                     0.00001374(47)

   Cell Mass                                 1557.4(80)

   Cell Volume (Å^3)                         980.98(41)

   Wt% - Rietveld                            29.77(93)

   Crystallite Size 

      Cry size Lorentzian (nm)               25.41(98)

   Crystal Linear Absorption Coeff. (1/cm)   65.33(36)

   Crystal Density (g/cm^3)                  2.636(14)

   Lattice parameters

      a (Å)                                  9.9362(14)
Site  Np    x           y           z         Atom Occ       Beq 
Al1   16  0.00000     0.00000     0.00000     Al   0.774     1

Mg1   16  0.00000     0.00000     0.00000     Mg   0.226     1

Na1   16  0.50000     0.50000     0.50000     Na   0.352(16) 1

F1    48  0.31380     0.12500     0.12500     F    0.763     1

O1    48  0.31380     0.12500     0.12500     O    0.237     1

O2    8   0.37500     0.37500     0.37500     O    1.000(41) 1

