Phase classification

LiSCIN

‘Formula
/Ie ] 3.210000

Crystallographic data

Fm-3m(225)
cubic
a= 5.4444 R

0.250 0.250 0.250 6.786028 1.000000

L| 0.500 0.500 0.500 25.561359 0.312500
S 0.000 0.000 0.000 0.789798 0.412500
N 0.000 0.000 0.000 0.789798 0.450000
cl 0.000 0.000 0.000 0.789798 0.137500

Diffraction lines

- d[Al  Int. h k | Mult.
3.1433 10000 1 1 1 8
3.1433 4973 1 1 1 8
27222 2413 2 0 0 6
27222 1200 2 0 0 6
1.9249 4480 2 2 0 12
1.9249 2227 2 2 0 12
1.6416 260.8 3 1 1 24
1.6416 1296 3 1 1 24
15717 417 2 2 2 8
15717 207 2 2 2 8
13611 405 4 0 0 6
13611 202 4 0 0 6
12490 721 3 3 1 24
12490 357 3 3 1 24
12174 410 4 2 0 24
12174 198 4 2 0 24

I rel.

30.00 40.00 50.00 §0.00 70.00 &0.00
Cu-Ka1l (1.540588 A) Ztheta

Refinement results

‘Automatic refinement ~ No
Final weighted average Bragg R-factor 3.9
2.5

[FullProfcomment  Your refinement seems to be very good! => Your refinement seems to be very good!
Refined parameters

Biso_Li1_phl 6.78603

- Parameter  Finalvalue
Zero_patl -0.548269
SyCos_patl -0.48618
SySin_pat1l 0

Fixed parameters



Lambda_patl
PO_mabs_patl
Cp_mabs_pat1

Tau_mabs_patl
Bck_0_patl
Bck_1_patl
Bck_2_patl
Bck_3_patl

Scale_ph1_patl

Bover_ph1l_patl

Strainl_ph1l_patl
Strain2_ph1_pat1l
Strain3_ph1l_patl
G-Size_ph1l_patl
L-Size_ph1l_patl
Y-cos_ph1_patl
EtaRghtO_ph1_patl
X-tan_ph1l_patl
U-Cagl_ph1l_patl
V-Cagl_ph1_patl
W-Cagl_ph1l_patl
EtaPV_ph1l_patl
Cell_A_ph1_patl
Cell_B_ph1_patl
Cell_C_ph1_patil
Cell_D_ph1_patl
Cell_E_ph1_patl
Cell_F_ph1_patl
Orl_phl_patl
Or2_ph1l_patl
Asym1_phl_patl
Asym2_phl_patl
Asym3_phl_patl
Asym4_phl_patl
X_Lil_phi
Y_Lil_phi
Z_Lil_phi
Occ_Lil_ph1l
X_Li2_ph1
Y_Li2_ph1
Z_Li2_ph1l
Biso_Li2_ph1
Occ_Li2_ph1
X_S3_ph1
Y_S3_phl
Z_S3_phl
Biso_S3_ph1l
Occ_S3_phl
X_N4_ph1
Y_N4_ph1l
Z_N4_phil
Biso_N4_ph1
Occ_N4_phl
X_CI5_ph1
Y_CI5_phi
Z_CI5_ph1
Biso_CI5_ph1
Occ_CI5_ph1
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