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Bare TiO,

This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.
Modify it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases
Number of variables
Number of constraints
Zero shift/ 22Theta
Specimen displacement/ mm
Profile function
Background

R (expected)/ %

R (profile)/ %

R (weighted profile)/ %
GOF

d-statistic

2

14

2

0.02(1)
0.000000
Pseudo Voigt
Polynomial
11.93606
23.86902
28.45351
5.68206
0.22093

Relevant parameters of 82082-1CSD

Structure and profile data
Formula sum
Formula mass/ g/mol
Density (calculated)/ g/em’
F(000)
Weight fraction/ %
Space group (No.)
Lattice parameters

a/a

b/ a

c/a

alpha/ g

beta/ 3

gamma/ g
v/ 10° pm?'
Overall displacement parameter
Extinction
Flat Plate Absorption Correction
Porosity
Roughness
Fitting mode
U
\Y
W
Pref. orientation direction/ hkl
Pref. orientation parameter
Asymmetry parameter |
Asymmetry parameter 2

Tiz 1405 00
278.2096
3.3898
132.9920
33.4(7)
141/amd (141)

3.778(2)
3.778(2)
9.548(9)

90

90

90
136.26530
0.0(4)
0.000000
0.000000
0.000000
0.000000
Structure Fit
0.000000
0.000000
0.67(6)

0.00 0.00 1.00
1.000000
0.000000
0.000000



Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %
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0.600000
0.000000
0.000000
15.67449

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom  Wyck. s.0.f. X y 7 Biso/ 1074 pm"2
Til 4a  0.784000  0.000000  0.750000  0.125000 0.500000
Ol 8e 1.000000  0.000000  0.250000  0.078200 0.500000

Relevant parameters of 62678-1CSD

Structure and profile data
Formula sum
Formula mass/ g/mol
Density (calculated)/ g/cm’
F(000)
Weight fraction/ %
Space group (No.)
Lattice parameters

a/a

b/ a

c/a

alpha/ 3

beta/ 3

gamma/ y
V/ 10° pm’
Overall displacement parameter
Extinction
Flat Plate Absorption Correction
Porosity
Roughness
Fitting mode
U
\Y
W
Pref. orientation direction/ hkl
Pref. orientation parameter
Asymmetry parameter |
Asymmetry parameter 2
Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %

Ti: 0()04 00
159.7976

42517

76.0000

66.6(9)

P 42/mnm (136)

4.594(1)
4.594(1)
2.9565(9)
90

90

90
62.40119
0.0(2)
0.000000
0.000000
0.000000
0.000000
Structure Fit
0.000000
0.000000
0.179(8)
0.00 0.00 1.00
1.000000
0.000000
0.000000

0.600000
0.000000
0.000000
22.69627

Occupancy, atomic fract. coordinates and Biso for 62678-ICSD

Atom  Wyck. s.o.f. X y z Biso/ 104 pm”2
Til 2a 1.000000  0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000
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0.5 at% Fe-doped TiO,

This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.
Modify it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases 2

Number of variables 14

Number of constraints 2

Zero shift/ 22Theta 0.01(1)
Specimen displacement/ mm 0.000000
Profile function Pseudo Voigt
Background Polynomial
R (expected)/ % 11.90644
R (profile)/ % 21.56122
R (weighted profile)/ % 2590812
GOF 4.73487
d-statistic 0.28102

Relevant parameters of 82082-1CSD

Structure and profile data

Formula sum Ti5 140800
Formula mass/ g/mol 278.2096
Density (calculated)/ g/cm’ 3.3882
F(000) 132.9920
Weight fraction/ % 75.2(7)
Space group (No.) [41/amd (141)
Lattice parameters

a/a 3.783(2)

b/ a 3.783(2)

c/a 9.527(5)

alpha/ 5 90

beta/ g 90

gamma/ g 90
V/ 10° pm’ 136.32820
Overall displacement parameter 0.0(2)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
\% 0.000000
W 0.98(4)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000



Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %
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0.600000
0.000000
0.000000
10.10376

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom  Wyck. s.o.f. X y z Biso/ 1074 pm"2
Til 4a  0.784000  0.000000  0.750000  0.125000 0.500000
Ol 8e 1.000000  0.000000  0.250000  0.078200 0.500000

Relevant parameters of 62678-1CSD

Structure and profile data
Formula sum
Formula mass/ g/mol
Density (calculated)/ g/cm’
F(000)
Weight fraction/ %
Space group (No.)
Lattice parameters

a/a

b/ a

c/a

alpha/ g

beta/ 3

gamma/ 3
V/ 10° pm®
Overall displacement parameter
Extinction
Flat Plate Absorption Correction
Porosity
Roughness
Fitting mode
U
\%
"%
Pref. orientation direction/ hkl
Pref. orientation parameter
Asymmetry parameter |
Asymmetry parameter 2
Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %

Ti 0004 00
159.7976

4.2482

76.0000

24.8(3)

P 42/mnm (136)

4.595(2)
4.595(2)
2.957(2)

90

90

90

62.45228
0.0(4)
0.000000
0.000000
0.000000
0.000000
Structure Fit
0.000000
0.000000
0.21(2)
0.00 0.00 1.00
1.000000
0.000000
0.000000

0.600000
0.000000
0.000000
20.37874

Occupancy, atomic fract. coordinates and Biso for 62678-ICSD

Atom  Wyck. s.o.f. X y z Biso/ 104 pm"2
Til 2a 1.000000  0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000
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1.0 at% Fe-doped TiO,

This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.
Modify it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases
Number of variables
Number of constraints
Zero shift/ 22Theta
Specimen displacement/ mm
Profile function
Background

R (expected)/ %

R (profile)/ %

R (weighted profile)/ %
GOF

d-statistic

2

14

2

0.04(2)
0.000000
Pseudo Voigt
Polynomial
10.92360
19.39523
23.33071
4.56168
0.31008

Relevant parameters of 82082-1CSD

Structure and profile data
Formula sum
Formula mass/ g/mol
Density (calculated)/ g/em’
F(000)
Weight fraction/ %
Space group (No.)
Lattice parameters

a/a

b/ a

c/a

alpha/ g

beta/ g

gamma/ y
V/ 10° pm’
Overall displacement parameter
Extinction
Flat Plate Absorption Correction
Porosity
Roughness
Fitting mode
U
\%
"%
Pref. orientation direction/ hkl
Pref. orientation parameter
Asymmetry parameter |
Asymmetry parameter 2

Ti3 1405 00
278.2096
3.3835
132.9920
81.45(1)
[41/amd (141)

3.785(2)
3.785(2)
9.532(6)

90

90

90
136.52060
0.0(2)
0.000000
0.000000
0.000000
0.000000
Structure Fit
0.000000
0.000000
1.02(5)

0.00 0.00 1.00
1.000000
0.000000
0.000000



Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %
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0.600000
0.000000
0.000000
10.66538

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom  Wyck. s.o.f. X y Z Biso/ 1074 pm”"2
Til 4a  0.784000 0.000000  0.750000  0.125000 0.500000
Ol 8e 1.000000 0.000000  0.250000  0.078200 0.500000

Relevant parameters of 62678-1CSD
Structure and profile data
Formula sum Ti; 0004 00
Formula mass/ g/mol 159.7976
Density (calculated)/ g/cm3 4.2393
F(000) 76.0000
Weight fraction/ % 18.45(4)
Space group (No.) P 42/mnm (136)
Lattice parameters

a/a 4.599(3)

b/ a 4.599(3)

c/a 2.959(3)

alpha/ g 90

beta/ g 90

gamma/ 3 90
V/ 10° pm® 62.58389
Overall displacement parameter 0.0(7)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
A% 0.000000
W 0.26(3)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000
Peak shape
parameter | 0.600000
parameter 2 0.000000
parameter 3 0.000000
R (Bragg)/ % 21.88960

Occupancy, atomic fract. coordinates and Biso for 62678-ICSD

Atom  Wyck. s.o.f. X y z Biso/ 1074 pm”"2
Til 2a 1.000000  0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000
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2.0 at% Fe-doped TiO,

This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.
Modify it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases 2

Number of variables 14

Number of constraints 9

Zero shift/ 22Theta 0.18(2)
Specimen displacement/ mm 0.000000
Profile function Pseudo Voigt
Background Polynomial
R (expected)/ % 10.48318
R (profile)/ % 8.72467

R (weighted profile)/ % 10.97381
GOF 1.09579
d-statistic 1E77:158

Relevant parameters of 82082-1CSD

Structure and profile data

Formula sum TI*, [408 00
Formula mass/ g/mol 278.2096
Density (calculated)/ g/cm’ 3.3785
F(000) 132.9920
Weight fraction/ % 86.3(3)
Space group (No.) [41/amd (141)
Lattice parameters
a/a 3.795(2)
b/a 3.795(2)
c/a 9.491(5)
alpha/ 3 90
beta/ 3 90
gamma/ g 90
V/ 10° pm® 136.72190
Overall displacement parameter 0.0(1)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
Vv 0.000000
W 1.68(4)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000



Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %
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0.600000
0.000000
0.000000
1.91094

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom  Wyck. s.0.f. X y z Biso/ 1074 pm”2
Til 4a  0.784000  0.000000  0.750000  0.125000 0.500000
Ol 8e 1.000000 0.000000  0.250000  0.078200 0.500000
Relevant parameters of 62678-1CSD
Structure and profile data
Formula sum Ti1 0004 00
Formula mass/ g/mol 159.7976
Density (calculated)/ g/cm’ 4.2824
F(000) 76.0000
Weight fraction/ % 13.7(7)
Space group (No.) P 42/mn m (136)
Lattice parameters
a/a 4.62(1)
b/ a 4.62(1)
c/a 2.90(1)
alpha/ g 90
beta/ y 90
gamma/ y 90
V/10° pm* 61.95455
Overall displacement parameter 1(1)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
\Y 0.000000
w 4.5(9)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000
Peak shape
parameter | 0.600000
parameter 2 0.000000
parameter 3 0.000000
R (Bragg)/ % 1.96646
Occupancy, atomic fract. coordinates and Biso for 62678-ICSD
Atom  Wyck. s.o.f. X y z Biso/ 1074 pm”2
Til 2a 1.000000 0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000
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5.0 at% Fe-doped TiO,

This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.
Modify it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases 2
Number of variables 14
Number of constraints 2
Zero shift/ 72Theta 0.02(2)
Specimen displacement/ mm 0.000000
Profile function Pseudo Voigt
Background Polynomial
R (expected)/ % 11.40416
R (profile)/ % 20.03041
R (weighted profile)/ % 24.40751
GOF 4.58058
d-statistic 0.32191
Relevant parameters of 82082-1CSD
Structure and profile data
Formula sum Tiz 1405 00
Formula mass/ g/mol 278.2096
Density (calculated)/ g/cm’ 3.3927
F(000) 132.9920
Weight fraction/ % 89.99(5)
Space group (No.) l[41/amd (141)
Lattice parameters

a/a 3.782(2)

b/ a 3.782(2)

c/a 9.516(6)

alpha/ g 90

beta/ g 90

gamma/ 3 90
V/10° pm’ 136.15070
Overall displacement parameter 0.0(2)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
\% 0.000000
W 1.07(4)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000



Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %
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0.600000
0.000000
0.000000
10.85969

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom  Wyck. s.0.f. X y Z Biso/ 1074 pm”2
Til 4a  0.784000  0.000000  0.750000  0.125000 0.500000
Ol 8e 1.000000  0.000000  0.250000  0.078200 0.500000

Relevant parameters of 62678-1CSD

Structure and profile data
Formula sum
Formula mass/ g/mol
Density (calculated)/ g/cm’
F(000)
Weight fraction/ %
Space group (No.)
Lattice parameters

a/a

b/ a

c/a

alpha/ g

beta/ 3

gamma/ g
V/10° pm’
Overall displacement parameter
Extinction
Flat Plate Absorption Correction
Porosity
Roughness
Fitting mode
]
\Y
"%
Pref. orientation direction/ hkl
Pref. orientation parameter
Asymmetry parameter |
Asymmetry parameter 2
Peak shape
parameter |
parameter 2

parameter 3
R (Bragg)/ %

Tiz 000400
159.7976

4.2429

76.0000

10.01(2)

P 42/mnm (136)

4.596(3)
4.596(3)
2.960(3)

90

90

90

62.53067
0.0(9)
0.000000
0.000000
0.000000
0.000000
Structure Fit
0.000000
0.000000
0.25(3)

0.00 0.00 1.00
1.000000
0.000000
0.000000

0.600000
0.000000
0.000000
19.16459

Occupancy, atomic fract. coordinates and Biso for 62678-ICSD

Atom  Wyck. s.o.f. X y 7 Biso/ 104 pm”2
Til 2a 1.000000  0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000
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7.0 at% Fe-doped TiO,
This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.

Modify it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases 2

Number of variables 14
Number of constraints 2

Zero shift/ 22Theta 0.16(2)
Specimen displacement/ mm 0.000000
Profile function Pseudo Voigt
Background Polynomial
R (expected)/ % 10.00912
R (profile)/ % 20.40232
R (weighted profile)/ % 23.92371
GOF 4.69531
d-statistic 0.31807

Relevant parameters of 82082-1CSD

Structure and profile data

Formula sum Tis 1408 00
Formula mass/ g/mol 278.2096
Density (calculated)/ g/cm’ 3.3343
F(000) 1:32:9920
Weight fraction/ % 90.8(1)
Space group (No.) 141/amd (141)
Lattice parameters
a/a 3.781(2)
b/a 3.781(2)
c/a 9.52(1)
alpha/ g 90
beta/ g 90
gamma/ g 90
V/ 10° pm® 136.10590
Overall displacement parameter 0.0(2)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
\% 0.000000
W 1.05(5)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000

Asymmetry parameter 2 0.000000



Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %
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0.600000
0.000000
0.000000
10. 36380

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom Wyck. s.o.f. X y z Biso/ 1074 pm"2
Til 4a 0.784000 0.000000  0.750000 0.125000 0.500000
Ol 8e 1.000000 0.000000 .250000  0.078200 0.500000

Relevant parameters of 62678-1CSD

Structure and profile data
Formula sum

Formula mass/ g/mol
Density (calculated)/ g/cm‘
F(000)

Weight fraction/ %

Space group (No.)

Lattice parameters

Ti: OOOJ 00
159.7976

4.2393

76.0000

9.2(4)

P 42/mn m (136)

a/a 4.594(1)

b/ a 4.594(1)

c/a 2.9578(3)

alpha/ y 90

beta/ 3 90

gamma/ g 90
v/ 10° pm’ 62.43049
OveraH diai’)%u\.un\,n{ parameter 00(7)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
A% 0.000000
w 0.22(3)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000
Peak shape
parameter | 0.600000
parameter 2 0.000000
parameter 3 0.000000
R (Bragg)/ % 20.06982

Occupancy, atomic fract. coordinates and Biso for 62678-ICSD

Atom  Wyck. s.o.f. X y z Biso/ 104 pm”2
Til 2a 1.000000  0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000
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0.5 at% Cu-doped TiO,

This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.
Modify it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases
Number of variables
Number of constraints
Zero shift/ 722Theta
Specimen displacement/ mm
Profile function
Background

R (expected)/ %

R (profile)/ %

R (weighted profile)/ %
GOF

d-statistic

2

14

2

0.03(1)
0.000000
Pseudo Voigt
Polynomial
12.03766
24.36484
28.80808
342723
0.21391

Relevant parameters of 82082-1CSD

Structure and profile data
Formula sum
Formula mass/ g/mol
Density (calculated)/ g/cm’
F(000)
Weight fraction/ %
Space group (No.)
Lattice parameters

a/a

b/ a

c/a

alpha/ 5

beta/ 3

gamma/ g
V/ 10° pm®
Overall displacement parameter
Extinction
Flat Plate Absorption Correction
Porosity
Roughness
Fitting mode
U
\%
w
Pref. orientation direction/ hkl
Pref. orientation parameter
Asymmetry parameter |
Asymmetry parameter 2

Ti3 140500
278.2096
343922
132.9920
37.0(7)
[41/amd (141)

3.777(2)
3.777(2)
9.547(9)

90

90

90
136.16710
0.0(4)
0.000000
0.000000
0.000000
0.000000
Structure Fit
0.000000
0.000000
0.70(6)

0.00 0.00 1.00
1.000000
0.000000
0.000000



Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %
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0.600000
0.000000
0.000000
14.89569

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom  Wyck. s.o0.f. X y z Biso/ 1074 pm”2
Til 4a 0.784000 0.000000 0.750000 0.125000 0.500000
Ol 8e 1.000000 0.000000  0.250000 0.078200 0.500000

Relevant parameters of 62678-1CSD

Structure and profile data
Formula sum
Formula mass/ g/mol
Density (calculated)/ g/’cm"
F(000)
Weight fraction/ %
Space group (No.)
Lattice parameters

a/a

b/ a

c/a

alpha/ g

beta/ g

gamma/ y
v/ 10° pm’
Overall displacement parameter
Extinction
Flat Plate Absorption Correction
Porosity
Roughness
Fitting mode
U
\Y
\\%
Pref. orientation direction/ hkl
Pref. orientation parameter
Asymmetry parameter |
Asymmetry parameter 2
Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %

Ti5 6004 00
159.7976

4.2537

76.0000

63.0(8)

P 42/mnm (136)

4.594(1)
4.594(1)
2.9558(9)
90

90

90

62.37254
0.0(2)
0.000000
0.000000
0.000000
0.000000
Structure Fit
0.000000
0.000000
0.195(9)
0.00 0.00 1.00
1.000000
0.000000
0.000000

0.600000
0.000000
0.000000
19.84594

Occupancy, atomic fract. coordinates and Biso for 62678-ICSD

Atom  Wyck. s.o.f. X y z Biso/ 1074 pm”2
Til 2a 1.000000  0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000
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1.0 at% Cu-doped TiO,

This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.
Modify it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases 2

Number of variables 14

Number of constraints 2

Zero shift/ 22Theta -0.05(2)
Specimen displacement/ mm 0.000000
Profile function Pseudo Voigt
Background Polynomial
R (expected)/ % 11.73224
R (profile)/ % 23.29519
R (weighted profile)/ % 27.80601
GOF 5.61715
d-statistic 0.23282

Relevant parameters of 82082-1CSD

Structure and profile data

Formula sum Ti3 1405 00
Formula mass/ g/mol 278.2096
Density (calculated)/ g/cnf 3.3944
F(000) 132.9920
Weight fraction/ % 57.73(2)
Space group (No.) [41/amd (141)
Lattice parameters
a/a 3.776(2)
b/a 3.776(2)
c/a 9.543(8)
alpha/ g 90
beta/ y 90
ganuna/ g 90
V/10° pm* 136.07970
Overall displacement parameter 0.0(3)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
\% 0.000000
W 0.94(6)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000
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Peak shape

parameter | 0.600000
parameter 2 0.000000
parameter 3 0.000000
R (Bragg)/ % 14.19661

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom  Wyck. s.0.f. X y z Biso/ 1074 pm"2
Til 4a  0.784000  0.000000  0.750000  0.125000 0.500000
Ol 8e 1.000000  0.000000  0.250000  0.078200 0.500000

Relevant parameters of 62678-1CSD

Structure and profile data

Formula sum Ti3 0004 00
Formula mass/ g/mol 159.7976
Density (calculated)/ g/cm“ 4.2547
F(000) 76.0000
Weight fraction/ % 42.27(8)
Space group (No.) P 42/mnm (136)
Lattice parameters

a/a 4.594(2)

b/ a 4.594(2)

c/a 2.955(1)

alpha/ g 90

beta/ g 90

gamma/ g 90
v/ 10° pm’ 62.35763
Overall displacement parameter 0.0(3)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
\% 0.000000
W 0.22(2)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation narameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000
Peak shape
parameter | 0.600000
parameter 2 0.000000
parameter 3 0.000000
R (Bragg)/ % 24.14669

Occupancy, atomic fract. coordinates and Biso for 62678-ICSD

Atom  Wyck. s.o.f. X y Z Biso/ 104 pm"2

Til 2a 1.000000  0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000
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2.0 at% Cu-doped TiO,

This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.
Modify it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases

)

14

Number of variables

Number of constraints 2

Zero shift/ ?22Theta 0.01(1)
Specimen displacement/ mm 0.000000
Profile function Pseudo Voigt
Background Polynomial
R (expected)/ % 11.84420
R (profile)/ % 22.77579
R (weighted profile)/ % 27.06263
GOF 5.22070
d-statistic 0.22926

Relevant parameters of 82082-1CSD

Structure and profile data

Formula sum Tiz 140500
Formula mass/ g/mol 278.2096
Density (calculated)/ g/cm’ 3.3905
F(000) 132.9920
Weight fraction/ % 53.9(8)
Space group (No.) [41/amd (141)
Lattice parameters

a/a 3.779(2)

b/ a 3.779(2)

c/a 9.538(7)

alpha/ g 90

beta/ g 90

gamma/ y 90
V/ 10° pm® 136.23790
Overall displacement parameter 0.0(3)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
V 0.000000
W 0.90(5)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000



Peak shape
parameter |
parameter 2
parameter 3
R (Bragg)/ %
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0.600000
0.000000
0.000000
13.25869

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom  Wyck. s.o0.f. X y v Biso/ 1074 pm”"2
Til 4a  0.784000  0.000000  0.750000  0.125000 0.500000
Ol 8e 1.000000  0.000000  0.250000  0.078200 0.500000
Relevant parameters of 62678-1CSD
Structure and profile data
Formula sum Ti5 0004 00
Formula mass/ g/mol 159.7976
Density (calculated)/ g/cm" 42511
F(000) 76.0000
Weight fraction/ % 46.1(6)
Space group (No.) P 42/mnm (136)
Lattice parameters
a/a 4.594(2)
b/ a 4.594(2)
o/ a 2.957(1)
alpha/ g 90
beta/ § 90
gamma/ g 90
V/ 10° pm’ 62.41024
Overall displacement parameter 0.0(3)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
\% 0.000000
W 0.22(1)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000
Peak shape
parameter | 0.600000
parameter 2 0.000000
parameter 3 0.000000
R (Bragg)/ % 2231916
Occupancy, atomic fract. coordinates and Biso for 62678-ICSD
Atom  Wyck. s.o.f. X y Z Biso/ 1074 pm”2
Til 2a 1.000000  0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000




5.0 at% Cu-doped TiO,

This is the simple example template containing only headers for each report item and the
bookmarks. The invisible bookmarks are indicated by text between brackets.
Modity it according to your own needs and standards.

Structures Report:

Global Parameters

Number of used phases 2
Number of variables 14
Number of constraints 0
Zero shift/ 22 Theta -0.05(1)
Specimen displacement/ mm 0.000000
Profile function Pseudo Voigt
Background Polynomial
R (expected)/ % 11.80510
R (profile)/ % 23.17372
R (weighted profile)/ % 27.79296
GOF 5.54281
d-statistic 0.24155
Relevant parameters of 82082-1CSD
Structure and profile data
Formula sum Ti5 140500
Formula mass/ g/mol 278.2096
Density (calculated)/ g/cm’ 3.3928
F(000) 132.9920
Weight fraction/ % S7.5(1)
Space group (No.) I[41/amd (141)
Lattice parameters
a/a 3.777(2)
b/a 3.777(2)
c/a 9.544(7)
alpha/ 3 90
beta/ g 90
gamma/ g 90
V/ 10° pm’ 136.14570
Overall displacement parameter 0.0(3)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
\% 0.000000
\\% 0.99(6)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000
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Peak shape

parameter | 0.600000
parameter 2 0.000000
parameter 3 0.000000
R (Bragg)/ % 14.47932

Occupancy, atomic fract. coordinates and Biso for 82082-ICSD

Atom  Wyck. s.0.f. X y z Biso/ 104 pm"2
Til 4a  0.784000  0.000000  0.750000  0.125000 0.500000
Ol 8e 1.000000  0.000000  0.250000  0.078200 0.500000

Relevant parameters of 62678-1CSD

Structure and profile data

Formula sum Ti5 0004 00
Formula mass/ g/mol 159.7976
Density (calculated)/ g/cm’ 4.2552
F(000) 76.0000
Weight fraction/ % 42.5(7)
Space group (No.) P 42/mn m (136)
Lattice parameters

a/a 4.593(2)

b/ a 4.593(2)

¢/ a 2.955(1)

alpha/ g 90

beta/ g 90

gamma/ y 90
V/ 10° pm® 62.35007
Overall displacement parameter 0.0(3)
Extinction 0.000000
Flat Plate Absorption Correction 0.000000
Porosity 0.000000
Roughness 0.000000
Fitting mode Structure Fit
U 0.000000
A% 0.000000
W 0.19(1)
Pref. orientation direction/ hkl 0.00 0.00 1.00
Pref. orientation parameter 1.000000
Asymmetry parameter | 0.000000
Asymmetry parameter 2 0.000000
Peak shape
parameter | 0.600000
parameter 2 0.000000
parameter 3 0.000000
R (Bragg)/ % 24.72870

Occupancy, atomic fract. coordinates and Biso for 62678-ICSD

Atom  Wyck. s.o.f. X y 74 Biso/ 1074 pm”"2

Til 2a 1.000000  0.000000  0.000000  0.000000 0.500000
Ol 4f  1.000000  0.304930  0.304930  0.000000 0.500000
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Preparation and characterization of lithium-mica glass-ceramic containing Cr,0;. (Iasams
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Effect of transition metal ions on photocatalytic activity of titanium dioxide nanoparticles

synthesized by the modified sol-gel method. (InetIwusszAUTYaN TN)

P. Pongwan, B. Incessungvorn, K. Wetchakun, S. Phanichphant, and N. Wetchakun, Highly

efficient visible-light-induced photocatalytic activity of Fe-doped TiO, nanoparticles,

Engineering Journal, Manuscript Accepted.
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Synthesis and characterization of copper-doped titanium dioxide nanoparticles with enhanced
visible light photocatalytic activity, Pure and Applied Chemistry International Conference

(PACCON2012), 11-13 January 2012, Chiang Mai, Thailand.
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efficient visible-light-induced photocatalytic activity of Fe-doped TiO, nanoparticles,
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