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Appendix

Structure of YBCO

*data for ICSD #39359

Coll Code 39359

Rec Date 1991/07/10

Chem Name Yttrium Barium Copper Oxide (1/2/3/6.9)

Structured Y Ba2 Cu3 06.9

Sum Ba2 Cu3 06.9 Y1

ANX ABC2D2X7

D(calc) 6.37

Title Neutron diffraction study of HTSC ceramics YBa2Cu306. 9

Author (s) Nozik, Yu.Z. ;Kuklina, E.S.;Schuster, G.;Weiss, L.:Matz, W
Reference Kristallografiya (1991), 36 (¥N), 217-218

Soviet Physics, Crystallography (= Kristallografiya) (1991), 36 (¥N), 125-126

Unit Cell 3.8210(2) 3.8826(3) 11.6720(8) 90. 90. 90
Vol 173.16

— _FTEH / lattice constants

Z1
Space Group P m m m — ZEfElEE / space group
SG Number 47

Cryst Sys orthorhombic
Pearson oP13

Wyckoff t sr g2 hea
R Value 0.044

Red Cell P 3.821 3.882 11.672 90 90 90 173.159

Trans Red 1.000 0.000 0.000 / 0.000 1.000 0.000 / 0.000 0.000 1.000
Comments Total SOF on at least one site differs from unity (SOF <
0.997 resp. SOF > 1.003)

Neutron diffraction (powder)

The structure has been assigned a PDF number (calculated
powder diffraction data): 01-077-0623

Rietveld profile refinement applied

Structure type : YBa2Cu306+x (orh)

Atom # OX SITE x y z SOF H

Y1+431h0505051 0
Ba1+22t0.5050.1851(4) 1. 0
Cul1+2.81a0001.0

Cu2+22q000.357(2) 1. 0

01-22q000.1600(4) 1. 0

02-22s0.500.3776(5) 1. 0
03-22r00.50.3778(5) 1. 0

04-21e00500.90

*end for 1CSD #39359

— $5F &R / crystal system

— JRF{IE / position of each atom




