APPENDIX A

JCPDS File of KNN

Name and formula

01-077-0038

Sodium Potassium Niobium Oxide

Reference code:
ICSD name:

Empirical formula: Ko.65Nap 35NbO3

Chemical formula: Nag 35K0.65NbO3

Crystallographic parameters

Crystal system: Monoclinic

Space group: Pm

Space group number: 6

a(?): 7.9751

b (?): 7.8620

c(?): 7.9565

Alpha (?): 90.0000

Beta (?): 90.3400

Gamma (?): 90.0000

Calculated density (g/cm?®): 4.64

Volume of cell (10% pm?®): 498.87

Z: 8.00

RIR: 2.48

Subfiles and Quality

Subfiles: Inorganic
Corrosion

189



Modelled additional pattern

Quality: Calculated (C)

Comments

ICSD collection code: 038004

References

Primary reference: Calculated from ICSD using POWD-72++, (1997)

Structure: Athee, M., Hewat, A.W., Acta Crystallogr., Sec. A, 34,

309, (1978)

Peak list

770038 Quality: C Na0.35 K0.B5 Nb 03

45 Number: Sodium Potassium Niobium Oxide

S Ref: Calculated from ICSD using POWD-12++, (1937

vglﬁgﬂfég‘]’e'gzga JILE Ref: Athes, M. Hewat, AW Acta Crystallogr. Sec. 4, 34, 309 (1978)

Dx: 4.643 Dm: <

Sys: Monoclinic !

Lattice: Primitive =Sz

S.G.: Pm (6) iz

Cell Parameters: 2 ,g =

a7975 b7.862 c7.95 = =

g B 90340 - - : I|| By B

|/lcor 2.48 0 15 30 45 =1] 75 2 65

Rad: CuKal

Lambda: 1.54060 29 Intf - h k || 28 Intf h k || 28 Intf h k|

Fiter. 11112 1 10 0 |34187 1 0 3 0 |45563 88 00 4

d-sp: calculated 1.112 1 00 1 |3558%2 3 7 0 3 |46.147 199 0 4 0

ICSD #: 033004 11.245 1 0 10 |35582 3 3 1 0 |47.089 101 4
15.674 2 10 1 |3B712 3 0 1 3 |47.089 1 10 4
15.768 3 10 1 |3B712 3 10 3 |47278 1 2% 3
15.768 30 1 1 |37490 1 3 1 1 |47276 1 232
19.409 1 1 1 1 |37556 111 3 |47.414 ] 293 2
22,277 578 2 0 0 |37.954 171 3 1 |48291 1 30 3
22.277 578 0 0 2 |37.854 1 13 1 |48.464 13 1 4
22.601 ¥ 0 2 0 [39243 2% 2 2 2 |4859%7 1 30 3
25.020 1 2 1 0 |39404 B 2 2 2 |48597 111 4
25.020 1 01 2 |40714 1 30 2 [4875 1 330
27.678 1 3 2 1 |40714 1 2 0 3 |49086 17 4 1
27.678 1 12 1 |41020 1 0 2 3 |49086 11 4 1
31651 M3 20 2 [#217 1 2 3 0 |50218 1 331
31.844 406 2 0 2 |[#217 1 0 3 2 |50218 1 13 3
31.944 999 * 2 2 0 |42.567 4 7 2 3 |51080 R S
31.944 999+ 0 2 2 |42567 4 21 3 |51157 7 20 4
33.769 1 00 3 |42679 6 3 2 1 |51343 98 40 2
33.872 1 2 1 2 |42679 6 1 2 3 |51343 98 4 20
33.872 1 1 2 2 |42777 2 1 3 2 |51445 0 20 4
33.992 1 2 2 1 |42777 2 2 3 1 |51445 W 02 4
33.992 1 1 2 2 |4545 215 4 0 0 |51817 02 2 40
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Name and formula

Name

Other names
Chemical formula
Molar mass
Appearance

Density

Melting point
Boiling point
Solubility in water
Solubility

Refractive index (np)

Structure

APPENDIX B

Tellurium Dioxide, TeO2 Data

Tellurium Dioxide
Tellurium (IV) oxide

TeO2

159.60 g/mol

white solid

5.670 g/cm? (orthorhombic)
6.04 g/cm? (tetragonal)

732 °C (1,350 °F; 1,005 K)
1,245 °C (2,273 °F; 1,518 K)
negligible

soluble in acid and alkali
2.24

Paratellurite, a-TeO-, converts at high pressure into the -, tellurite form. Both the a-,
(paratellurite) and B- (tellurite forms) contain four coordinate Te with the oxygen atoms
at four of the corners of a trigonal bipyramid. In paratellurite all vertices are shared to
give a rutile-like structure, where the O-Te-O bond angle are 140°. a-TeO: In tellurite
pairs of trigonal pyramidal, TeO4 units, sharing an edge, share vertices to then form a
layer. The shortest Te-Te distance in tellurite is 317 pm, compared to 374 pm in

paratellurite. Similar Te>Os units are found in the mineral denningite.
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