Phase classification

LiSCIN

‘Formula
/Ie ] 3.210000

Crystallographic data

Fm-3m(225)
cubic
a= 5.3840 A

0.250 0.250 0.250 5.984046 1.000000

L| 0.500 0.500 0.500 1.000000 0.037500
S 0.000 0.000 0.000 0.724239 0.138000
N 0.000 0.000 0.000 0.724239 0.450000
cl 0.000 0.000 0.000 0.724239 0.412000

Diffraction lines

~ d[Al  Int. h k | Mult.
3.1085 10000 1 1 1 8
3.1085 4973 1 1 1 8
26920 2185 2 0 0 6
26920 1087 2 0 0 6
1.9035 4359 2 2 0 12
1.9035 2167 2 2 0 12
1.6233 2569 3 1 1 24
16233 1277 3 1 1 24
1.5542 405 2 2 2 8
1.5542 201 2 2 2 8
13460 427 4 0 0 6
13460 212 4 0 0 6
12352 744 3 3 1 24
12352 368 3 3 1 24
12039 342 4 2 0 24
1.2039 140 4 2 0 24

I rel.

I
30.00 40.00 30,00 G0.00 70.00 &0.00
Cu-Ka1l (1.540588 A) Ztheta

Refinement results

No
6.3
6.2
[FullProfcomment " Your refinement could still be improved! => Your refinement could still be improved!
Refined parameters
~ Parameter  Finalvalue
Biso_S3_phi 0.724239
Biso_N4_ph1l 0.724239
Biso_CI5_ph1 0.724239
Fixed parameters
- Parameter  Finalvalue

Zero_patl -0.728586



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_ph1l_patl
Bover_ph1_patl
Strainl_ph1l_patl
Strain2_ph1_patl
Strain3_ph1l_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
Biso_Lil_phl
Occ_Lil_ph1
X_Li2_ph1
Y_Li2_ph1
Z_Li2_ph1
Biso_Li2_phl
Occ_Li2_ph1l
X_S3_ph1l
Y_S3_phl
Z_S3_phi
Occ_S3_phi
X_N4_ph1
Y_N4_phil
Z_N4_phi
Occ_N4_phi
X_CI5_ph1
Y_CI5_ph1
Z_CI5_ph1
Occ_CI5_ph1

-0.805811
0
1.54187
0
0
0.1
1.00216
0
0
0
0.0305232
1.17118
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1.61621
0
0.32317
0.711928
5.384
5.384
5.384
90
90
90

oOooooo

0.25
0.25
0.25
5.98405
1
0.5
0.5
0.5

0.412



