Phase classification
LiSCIN

‘Formula
a/Ie ] 3.530000

Crystallographic data

Fm-3m(225)

(Crystalsystem  cubic

‘Cell parameters | a=5.4566A
_----__

0.250 0.250 0.250 6.985016 1.000000

L| 0.500 0.500 0.500 34.458477 0.310000
S 0.000 0.000 0.000 0.814529 0.412000
N 0.000 0.000 0.000 0.814529 0.450000
cl 0.000 0.000 0.000 0.814529 0.103000
Br 0.000 0.000 0.000 0.814529 0.034000

Diffraction lines

- d[Al Int. h k | Mult.
3.1504 10000 1 1 1 8
31504 4973 1 1 1 8
27283 2432 2 0 0 6
27283 1209 2 0 0 6
1.9292 4085 2 2 0 12
19292 2031 2 2 0 12
1.6452 2433 3 1 1 24
1.6452 1209 3 1 1 24
15752 398 2 2 2 8
15752 198 2 2 2 8
13641 347 4 0 0 6
13641 173 4 0 0 6
12518 622 3 3 1 24
12518 309 3 3 1 24
12200 372 4 2 0 24
12200 182 4 2 0 24

I rel.

T T
30.00 40,00 50,00 &0.00 T0.00 &0.00
Cu-Kail (1.540558 A) 2theta

Refmement results

NO

Final weighted average Bragg R-factor 5.8

2.0

_ Your refinement could still be improved! => Your refinement could still be improved!
Refined parameters

Biso_Lil_phl 6.98502
Biso_Li2_ph1l 34.4585
Fixed parameters
- Parameter  Finalvalue

Zero_patl -0.368632



SyCos_patl
SySin_patl
Lambda_pat1
PO_mabs_pat1
Cp_mabs_pat1l
Tau_mabs_patl
Bck_0_patl
Bck_1_patl
Bck_2_patl
Bck_3_patl
Scale_ph1_patl
Bover_ph1_patl
Strainl_ph1l_patl
Strain2_ph1_patl
Strain3_phl_patl
G-Size_ph1l_patl
L-Size_ph1_patl
Y-cos_phl_patl
EtaRghtO_ph1_patl
X-tan_ph1_patl
U-Cagl_ph1_patl
V-Cagl_ph1l_patl
W-Cagl_ph1_patl
EtaPV_ph1_patl
Cell_A_ph1_patl
Cell_B_ph1_patl
Cell_C_ph1_patl
Cell_D_ph1_patl
Cell_E_ph1l_pat1l
Cell_F_ph1_patl
Orl_phl_patl
Or2_phl_patl
Asym1l_phl_patl
Asym2_ph1l_patl
Asym3_phl_patl
Asym4_phl_patl
X_Li1l_phi
Y_Lil_phil
Z_Lil_phil
Occ_Lil_phl
X_Li2_ph1
Y_Li2_ph1
Z_Li2_ph1
Occ_Li2_phl
X_S3_phi
Y_S3_phil
Z_S3_phl
Biso_S3_ph1l
Occ_S3_phl
X_N4_ph1
Y_N4_ph1l
Z_N4_phil
Biso_N4_ph1
Occ_N4_phi
X_CI5_ph1
Y_CI5_ph1
Z_CI5_ph1
Biso_CI5_ph1l
Occ_CI5_ph1
X_Br6_ph1l
Y_Br6_phl
Z_Br6_ph1
Biso_Br6_ph1
Occ_Br6_phil

-0.420195
0
1.54187
0
0
0.1
0.989692
0
0
0
0.0259575
2.21978

OO0 oooooo

1.39338
0
0.425208
0.933657
5.4566
5.4566
5.4566
90
90
90

oOooooo

0.25
0.25
0.25
1
0.5
0.5
0.5
0.31
0
0
0
0.814529
0.412
0
0
0
0.814529
0.45
0
0
0
0.814529
0.103
0
0
0
0.814529
0.034



