a-Li13BNy Structure:
AB3C2_tP12_136_a_bd_{-001
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Prototype BLi3N,

AFLOW prototype label AB3C2_tP12_136_a_bd_f-001
ICSD 655673

CCDC 1765880

Pearson symbol tP12

Space group number 136

Space group symbol P4y /mnm

AFLOW prototype command aflow --proto=AB3C2_tP12_136_a_bd_f-001
--params=a,c/a, x4

e (Yamane, 1987) find a phase transition from a- to $-Li3BNg at 1135K. The $-Li3sBNy phase has space group P21 /c #14
and four formula units in a monoclinic cell, compared to two units in the a- phase, but they did not describe the atomic
positions for 5-LizBNs.

e (Yamane, 1987) put this in space group P42212 #94, but the positions of the lithium atoms are such that there is an
inversion site, placing the system in space group P4s/mnm #136. (Cenzual, 1991)
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Simple Tetragonal primitive vectors

a3
a; = ax
a = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) BI1
B, = %a1+%ag+%ag = %a}“{Jr%aer%cZ (2a) B1
B; = 1ag = icz (2b) Lil
By, = sa;+3ap = saX+3ay (2b) Lil
Bs = la,+1lag = a9+ ic2 (4d) Li II
B = say+3ag = 30y + 32c2 (4d) LiII
B; = sa1+jag = saRk+ jci (4d) Li II
Bs = sai+ 2ag = saX+3cz (4d) Li II
By = T4y + T4as = ars X+ aryy (4f) NI
Bio = —T4a; — T4 Az = —arsX —axyy (4f) NI
Bii = —(24—3) a11+ (xa+3) a2+ = —a(zg— %) X+a(za+3) g+ icz (4f) NI
223
Bix = (1‘4+%)a1—(x4—%) a2+%a3 = a(az4+%)§(—a(x4—%)y+%ci (4f) NI
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