B-KYbyF7 Structure:
A7TBC2.mP10_3_a3e_b_e-001
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Prototype F7KYbs
AFLOW prototype label A7BC2.mP10_3_a3e_b_e-001
ICSD 16350
CCDC 1596935
Pearson symbol mP10
Space group number 3
Space group symbol P2

AFLOW prototype command aflow —-proto=A7BC2_mP10_3_a3e_b_e-001

__Params=a7b/a7C/a767y1ay2)m37 Y3,23,%4,Y4,%4,T5,Y5, 25, L6, Y6, 26

e (Khaidukov, 1993) list KYboF7 as occurring in space groups P2 #3 and Pna2; #33. Presumably this later structure is
related to S-KErsF'5.

Simple Monoclinic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Y1 as = by1 § (1a) FI
B, = y2a2+%a3 = %ccosﬁfieryger%csinﬂi (1b) KI
B; = r3aj + yzas + 23 as = (axs + czzcos B) X+ bys§ + cz3sin Sz (2e) F II
By, = —r3za; +yzas — z3as = —(axz+czzcosf) X+bysy —czzsin Bz (2e) FII
B = T4a1 +ysas + 24 ag = (axy + cz4co8B8) X+ bys § + cz4sin S 2 (2e) F 111
Bsg = —x4a; +ysas — 24 a3 = —(axg+czqgcosf) X+bys§ — czqsin Bz (2e) F III
B, = Tsay + ysas + 25 as = (axs + cz5co8 B) X+ bys § + cz5sin Sz (2e) FIV
Bgs = —z5a; + ysas — 25 ag = —(axs+czscosf) X+bys§ — czssin B2z (2e) FIV
By = Tgay + yYg as + 2g as = (axe + czgcos B) X+ bys § + cz6 sin B Z (2e) Yb I
B = —xgal + ygas — 26 as = —(axg+czgcosf) X+ bysy — czsin Bz (2e) Yb I
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