Phase classification

LiSCIN

‘Formula
a/Ie ] 3.530000

Crystallographic data

Fm-3m(225)
cubic
a= 5.4972 &

0.250 0.250 0.250 7.637094 1.000000

L| 0.500 0.500 0.500 10.000000 0.174900
S 0.000 0.000 0.000 0.583831 0.275000
N 0.000 0.000 0.000 0.583831 0.450000
cl 0.000 0.000 0.000 0.583831 0.068500
Br 0.000 0.000 0.000 0.583831 0.206000

Diffraction lines

3.1738 1000.0
3.1738 497.3
2.7486 306.2
2.7486 152.3
1.9436 426.6
1.9436 212.1
1.6575 301.2
1.6575 149.7
1.5869 62.4
1.5869 31.0
1.3743 44.5
1.3743 22.1
1.2612 92.1
1.2612 45.7
1.2292 66.5
1.2292 32.9
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Refinement results

=> Your refinement could still be improved!
Refined parameters

Biso_S3_phl 0.583831
Biso_N4_ph1 0.583831
Biso_CI5_ph1l 0.583831

Biso_Br6_ph1l 0.583831



Fixed parameters

Zero_patl -0.0163514
SyCos_patl -0.130356
SySin_pat1l 0
Lambda_patl 1.54187
PO_mabs_pat1 0
Cp_mabs_pat1 0
Tau_mabs_pat1 0.1
Bck_0_pat1 0.997212
Bck_1_patl 0
Bck_2_patl 0
Bck_3_patl 0
Scale_ph1_patl 0.0143462
Bover_ph1l_patl 1.31313
Strainl_ph1l_patl 0
Strain2_ph1_patl 0
Strain3_ph1l_patl 0
G-Size_ph1l_patl 0
L-Size_ph1_patl 0
Y-cos_ph1_patl 0
EtaRghtO_ph1_patl 0
X-tan_ph1_patl 0
U-Cagl_ph1l_patl 2.30258
V-Cagl_ph1_patl 0
W-Cagl_ph1l_patl 0.493141
EtaPV_ph1l_patl 0.755847
Cell_A_ph1_patl 5.49723
Cell_B_ph1_pat1 5.49723
Cell_C_ph1_patil 5.49723
Cell_D_ph1_patl 90
Cell_E_ph1_patl 90
Cell_F_ph1_pat1 90
Orl_phl_patl 0
Or2_ph1l_patl 0
Asym1_phl_patl 0
Asym2_phl_patl 0
Asym3_phl_patl 0
Asym4_ph1l_patl 0
X_Lil_phi 0.25
Y_Lil_phi 0.25
Z_Lil_phi 0.25
Biso_Lil_phi 7.63709
Occ_Lil_phl 1
X_Li2_ph1 0.5
Y_Li2_phi 0.5
Z_Li2_phi 0.5
Biso_Li2_ph1 10
Occ_Li2_ph1 0.1749
X_S3_phl 0
Y_S3_phl 0
Z_S3_phl 0
Occ_S3_phi 0.275
X_N4_phil 0
Y_N4_ph1l 0
Z_N4_phil 0
Occ_N4_phi 0.45
X_CI5_ph1 0
Y_CI5_ph1 0
Z_CI5_phi 0
Occ_CI5_ph1 0.0685
X_Br6_ph1l 0
Y_Br6_phi 0
Z_Br6_phl 0

Occ_Br6_phl 0.206



