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(a) TSFZ crystal

atom X y z Byg G

Pr 0.5 0.5 0.5 0.483(2)

Ba 0.5 0.5 0.19052(2) 0.818(2)

Cu(l) 0.0 0.0 0.0 1.070(6) 0.976(5)
Cu(2) 0.0 0.0 0.35195(4) 0.542(3)

0(1) 0.0 0.5 0.0 1.2(2) 0.16
0(2) 0.5 0.0 0.3704(2) 0.69(2)

0(4) 0.0 0.0 0.1527(3) 1.66(3)

(b) Flux crystal

atom X y z Beg G

Pr 0.5 0.5 0,5 0.495(2)

Ba 0.5 0.5 0.18890(2) 0.950(2)

Cu(l) 0.0 0.0 0.0 1.263(7) 0.79(1)
Cu(2) 0.0 0.0 0.35165(3) 0.570(3)

o(ly 0.0 0.5 0.0 1.0(1) 0.2
0(2) 0.5 0.0 0.3699(2) 0.75(2)

0(4) 0.0 0.0 0.1529(3) 2.23(4)
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