Phase classification

LiSCIN

Formula
/I 3.530000

Crystallographic data

Fm-3m(225)
cubic
a= 5.5273 &

0.250 0.250 0.250 6.054820 1.000000

Li 0.500 0.500 0.500 21.858242 0.225000
S 0.000 0.000 0.000 1.052154 0.275000
N 0.000 0.000 0.000 1.052154 0.450000
cl 0.000 0.000 0.000 1.052154 0.000000
Br 0.000 0.000 0.000 1.052154 0.275000

Diffraction lines

- d[A] Int. h k | Mult.
3.1912 10000 1 1 1 8
31912 4973 1 1 1 8
27637 3053 2 0 0 6
27637 1519 2 0 0 6
1.9542 4294 2 2 0 12
1.9542 2135 2 2 0 12
1.6666 3046 3 1 1 24
1.6666  151.5 3 1 1 24
15956 583 2 2 2 8
15956 290 2 2 2 8
13818 454 4 0 0 6
13818 226 4 0 0 6
12681 912 3 3 1 24
12681 453 3 3 1 24
1.2360 610 4 2 0 24
12360 302 4 2 0 24

I rel.

30.00 40.
Cu-Ka1l (1.540558 A) Ztheta

g
8
g
8
g
=
g

Refinement results
No
10.4

1.9

Chi-square is LOW but the HIGH R-Bragg factor can be due to => Chi-square is LOW but the HIGH R-Bragg factor
can be due to a bad structural model and/or a rather poor statistic

- Parameter  Finalvalue
Biso_S3_phl 1.05215
Biso_N4_ph1 1.05215
Biso CI5 phi 1.05215

Refined parameters




Fixed parameters

Biso_Br6_ph1l

Zero_patl
SyCos_pat1l
SySin_pat1

Lambda_patl
PO_mabs_patl
Cp_mabs_pat1

Tau_mabs_pat1
Bck_0_patl
Bck_1_patl
Bck_2_patl
Bck_3_pat1l
Scale_ph1l_patl
Bover_ph1l_patl
Strainl_ph1l_patl
Strain2_ph1_pat1l
Strain3_ph1_patl
G-Size_ph1l_patl
L-Size_ph1l_patl
Y-cos_ph1l_patil
EtaRghtO_ph1_patl
X-tan_ph1l_patl
U-Cagl_ph1l_patl
V-Cagl_ph1_patl
W-Cagl_ph1l_pat1l
EtaPV_ph1l_patl
Cell_A_ph1_patl
Cell_B_ph1_patl
Cell_C_ph1_patl
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_ph1l_patl
Asym4_ph1l_patl

X_Lil_ph1
Y_Li1_ph1
Z_Lil_phil

Biso_Lil_phl

Occ_Lil_phl

X_Li2_ph1
Y_Li2_ph1
Z_Li2_ph1

Biso_Li2_ph1l

Occ_Li2_phl

X_S3_phit
Y_S3_phi
Z_S3_phi

Occ_S3_phl

X_N4_ph1
Y_N4_ph1i
Z_N4_phi

Occ_N4_phi
X_CI5_ph1
Y_CI5_ph1
Z_CI5_phi

Occ_CI5_ph1
X_Br6_ph1l
Y_Br6_ph1
Z_Br6_phl

Occ_Br6_ph1

1.05215

0.223106
0.0783511
0
1.54187
0
0
0.1
1.00047
0
0
0
0.00917719
1.06741
0
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0.516903
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5.52735
5.52735
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0.25
0.25
0.25
6.05482
1
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0.5
21.8582
0.225



