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_ MU_LTI——_PATTERN _
Rietveld, Profile Matching & Integrated Intensity
Refinement of X-ray and/or Neutron Data

Date: 12/12/2017 Time: 09:46:03.826

=> --------- > Pattern# 1
=> Phase: 1
=> Bragg R-factor: 8.30

=> RF-factor : 8.64
Pattern# 1 Phase No 1 Phase name: zZNd123
No. Code H K L Mult Hw ETA/M 2theta/TOF

hk1 CORR

1 1 0 0 3 2 0.219102 0.608805 22.644
.923602 1.000000

2 1 0 1 0 2 0.219101 0.608764 22.663
.920311 1.000000

3 1 1 0 0 2 0.219099 0.608281 22.892
.881641 1.000000

4 1 0 1 1 4 0.219113 0.606146 23.904
.719445 1.000000

5 1 1 0 1 4 0.219121 0.605687 24.122
.686372 1.000000

6 1 0 1 3 4 0.220683 0.588540 32.252
.773241 1.000000

7 1 1 0 3 4 0.220742 0.588190 32.418
.759450 1.000000

8 1 1 1 0 4 0.220747 0.588161 32.432
.758305 1.000000

9 1 1 1 1 8 0.221085 0.586255 33.336
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.222240
.223482
.223490
.223575
.224571
.228435
. 228547
.228557
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.232455
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.580791
.576001
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.572370
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.561636
.559045
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.557928
.557534
.556516
.553352
.552365
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.546392
.545704
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.116
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52
52

926
198
210
353
920
873
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238
279
767
954
437
937
405
956

563
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.006
.561
.794
.621
.399
.266
.021
.946
.088
.833
.503
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.180
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.819
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323.
5646.
L4272
3747.
L4727
398.
.0929

971.
27903.
44817.
44310.

289.

286.

58.
58.

1277.

1677.

2452,

1950.

2571.
.8196

4872

9482

15

2445

6938
3979

8257

2157

2916
4219
1875
4609
4474
3216
7128
7336
7816
4753
5432
7393
0740



R R R R R R R R B R R R B B R R R R R B R

R R R R R R R R R RB R RB B R RB B B RB B B pR

A U1 L1 NN 0 DA~ TP LT YN NYNYW WY DDA NN R RO

A 0 O 0 N O » 0O » b b 0O W O H H» O GO N 0 0 H

O O O O O O O O O O O O O O o o o o o o o o

.236738
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.545684
.545088
.544386
.541564
.541239
.540553
.537717
.536822
.535063
.535008
.534345
.530455
.530239
.526839
.526609
.525990
.525973
.523404
.519707
.516249
.515639
. 514220
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573
855
188
526
681
006
350
775
609
635
949
794
896
508
617
911
919
137
890
530
819
492
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.598
.116
.126
.743
.370
.207
.106
.070
.503
.470
.587
.944
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.830
.468
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.824
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.331
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4629
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61
1.305805
62
1.301475
63
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64
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65
1.298201
66
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69
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2 0
.000000
2 2
.000000
0 1
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1 0
.000000
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.000000
2 2
.000000
0 O
.000000
0 3
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2 1
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.262713
.262783
.262980
.263188
.263935
.267481
.272613
.272786

Hw

.272938
.273628
.273686
.274061
.274157
.274866
.276168
.277883
.277983
.278847
.280167
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.513413
.513345
.513153
.512951
.512230
.508909
.504361
.504213
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.504083
.503495
.503446
.503128
.503047
.502452
.501372
.499971
.499890
.499196
.498147
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875
907
998
093
435
010
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577

751
789
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584
248
286
616
113
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.398
.558
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.1367

StrFactorA2

1710

1528.
2199.
25.
474.
2337.
74.
4774,
111.
4744,
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.1821
5541
7720
5904
1385
0769
9966
6875
2729
6714
.7683
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.284844
.284929
.285121
.286548
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.494338
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.309835
.310173
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121
1.044825
122
1.041314
123
1.041130
124
1.032308
125
1.031828
126
1.031592
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1.025447
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.339992
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.456221
.455330
.455283
.453000
.452874
.452812
.451180
.448925
.447980
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.445859
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Page 7

15.

N O O o

o v © v N W

Icalc

18.
15.

=
O

SO A O OO O B UI LT O O O Vi W

A N O R B N N KB O KB O

9

16.

0 O O ©

w N =2 U NN

H
(]
(on
0

e e o
o B~ ©

SO A O OO W O O N O OO0 O O VvV H»

~ N O B B N N B O KRB O

o O O o o N

.802
.073
.153
.453
.963
.469

Sigma

O O O O O B O O O O o o o o

.721
.539
.703
.017
. 987
.014
.649
.865
.190
.642
.518
.012
.428
.598

3560.
100.
264.

4497.

8797.

5067.

8481
0479
1322
9634
3975
7246

StrFactorA2

10739.
8700.
11106.
21.
1199.
17.
1686.
1447.
1215.
2117.
2110.
24,
1378.
2278.

3652
6426
2393
1079
1967
0743
5244
9951
1216
9219
3528
1247
3110
0886



O O O O O O O O O O O O O o o o o o o o o o

.997198

135

.992070

136

. 984605

137

.981510

138

. 980900

139

.980078

140

.977054

141

.976698

142

.976650

143

.974835

144

.971631

145

.970410

146

.967129

147

.966765

148

.957482

149

.951566

150

.951005

151

.950862

152

.950256

153

. 949002

154

. 948769

155

.947499

R R R R R R R R B R R R B B R R R B RB B R

B R R R R R R R R B R R B R R B R R B R R R

.000000
3 1
.000000
2 3
.000000
3 2
.000000
0 O
.000000
0 4
.000000
0 3
.000000
0 4
.000000
1 2
.000000
2 1
.000000
3 0
.000000
4 0
.000000
4 0
.000000
0 4
.000000
4 0
.000000
0 1
.000000
1 0
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.395917
.398589
.398908
.398951
.400592
.403547
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.407835
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.424624
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.441714
.439443
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.438294
.438036
.437083
.436970
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.435346
.434951
.433877
.433757
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.428595
.428398
.428348
.428135
.427692
.427610
.427159
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120
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890
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092
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209
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773
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.719
.312
.032
.240
.018
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.044
.929
.113
474
.688
.026
.027
.843
.068
.059
427
.331
.263
.326
.102

2257.
260.
76.
1826.
.0498
1584.
86.
4852.
6553.
2104.
14394,
83.
69.
69.
189.
230.
1828.
1966.
1017.
1286.
381.

14705

4131
3880
9123
9021

4993
0392
7378
2852
6772
9961
9277
4753
4545
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4615
5410
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.428980
.430347
.433790
.435083
.435139
.438523
.438839
.439934
.441234
.450381
.450764
.458430
.458739
.459678
.462574
.465248
.465830
.470156
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.427043
.426623
.425577
.425187
.425171
.424163
.424069
.423747
.423366
.420743
.420635
.418515
.418431
.418177
.417397
.416685
.416531
.415397
.415115
.413848
.413229
.413090
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026
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707
715
193
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571
815
866
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739
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378
443
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ZNd123

0.911074 1.000000
178 1 3 2 7 8 0.483357 0.412054 115.935 2.7 2.3 0.640 1366.8093
0.908621 1.000000
179 1 3 3 2 8 0.483710 0.411967 115.976 0.3 0.2 0.056 128.9278
0.908417 1.000000
180 1 0 0 13 2 0.488926 0.410693 116.580 2.4 2.6 0.443 4881.7725
0.905447 1.000000
No. Code H K L Mult Hw ETA/M 2theta/TOF Icalc Iobs Sigma StrFactorA2
d-hk1 CORR
181 1 0 4 5 4 0.490086 0.410413 116.713 1.3 1.2 0.199 1280.9440
0.904799 1.000000
182 1 1 4 4 8 0.491030 0.410186 116.820 1.9 1.6 0.380 953.5997
0.904277 1.000000
183 1 1 3 9 8 0.500392 0.407979 117.867 1.9 1.1 0.707 946.4503
0.899264 1.000000
184 1 4 0 5 4 0.504464 0.407043 118.311 1.3 1.3 0.174 1258.0725
0.897176 1.000000
185 1 4 1 4 8 0.504542 0.407025 118.319 2.2 2.3 0.305 1102.3073
0.897137 1.000000
186 1 3 1 9 8 0.507815 0.406283 118.671 1.9 2.3 0.444 941.5601
0.895498 1.000000
187 1 2 2 10 8 0.508167 0.406203 118.709 3.6 4.2 0.715 1772.7410
0.895324 1.000000
188 1 3 3 3 8 0.508448 0.406140 118.739 6.3 7.1 1.058 3113.1240
0.895185 1.000000

=> Phase: 1 ZNd123
=> Bragg R-factor: 8.29 vol: 179.119(C 0.000) Fract(%): 100.00(C 0.00)
=> Rf-factor= 8.53 ATZ: 718.629 Brindley: 1.0000

CPU Time: 2.844 seconds

0.047 minutes
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ZNd123
=> Run finished at: Date: 12/12/2017 Time: 09:46:06.729
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