Phase classification
LiSCIN

‘Formula
a/Ie ] 3.530000

Crystallographic data

Fm-3m(225)

(Crystalsystem  cubic

(Cell parameters | a=53898R4
_----__

0.250 0.250 0.250 5.243303 1.000000

L| 0.500 0.500 0.500 1.000000 0.030000
S 0.000 0.000 0.000 0.789155 0.137500
N 0.000 0.000 0.000 0.789155 0.450000
cl 0.000 0.000 0.000 0.789155 0.300000
Br 0.000 0.000 0.000 0.789155 0.103000

Diffraction lines

- d[A1 'h k | Mult.
3.1118 10000 1 1 1 8
31118 4973 1 1 1 8
26949 2437 2 0 0 6
26949 1212 2 0 0 6
1.9056 4434 2 2 0 12
1.9056 2204 2 2 0 12
16251 2849 3 1 1 24
1.6251 1416 3 1 1 24
1.5559 474 2 2 2 8
1.5559 236 2 2 2 8
13475 476 4 0 0 6
13475 236 4 0 0 6
12365 8.5 3 3 1 24
12365 428 3 3 1 24
1.2052 424 4 2 0 24
12052 180 4 2 0 24

I rel.

T
30.00 £0.00 S0.00 &50.00 T0.00 &0.00
Cu-Kail (1.540558 A) 2theta

Refmement results

NO

Final weighted average Bragg R-factor 4.3

3.0

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

Biso_S3_phl 0.789155
Biso_N4_ph1 0.789155
Biso_CI5_ph1l 0.789155
Biso_Br6_ph1l 0.789155

Fixed parameters



Zero_patl
SyCos_patl
SySin_pat1

Lambda_pat1l
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_ph1_patl
G-Size_ph1l_patl
L-Size_ph1_patl
Y-cos_ph1_patl
EtaRght0_ph1l_pat1
X-tan_ph1_pat1
U-Cagl_ph1l_patl
V-Cagl_ph1_patl
W-Cagl_ph1l_patl
EtaPV_ph1l_patl
Cell_A_ph1_patl
Cell_B_ph1l_patl
Cell_C_ph1_patil
Cell_D_ph1_pat1
Cell_E_ph1_patl
Cell_F_ph1_patl

Orl_phl_patl

Or2_ph1l_pat1
Asym1_phl_patl
Asym2_phl_patl
Asym3_ph1l_patl
Asym4_ph1l_patl

X_Lil_phl

Y_Lil_phl

Z_Lil_phil

Biso_Lil_phl

Occ_Lil_phl

X_Li2_ph1

Y_Li2_ph1l

Z_Lli2_phil

Biso_Li2_ph1

Occ_Li2_ph1

X_S3_phl

Y_S3_phi

Z_S3_pht
Occ_S3_phl

X_N4_phl

Y_N4_ph1l

Z_N4_phil
Occ_N4_phi
X_CI5_ph1
Y_CI5_ph1
Z_CI5_phi

Occ_CI5_ph1

X_Br6_ph1l
Y_Br6_phl
Z_Br6_phl

Occ_Br6_phil

-0.768648
-0.85839
0
1.54187
0
0
0.1
0.99473
0
0
0
0.0233358
0.836904
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