ThBC Structure:
ABC tP24 95 d d d-001

This structure previously used the label(s) ABC_tP24_95.d_d_d. Calls to these addresses will be redirected here.
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Prototype BCTh

AFLOW prototype label ABC_tP24.95_.d_d_d-001
ICSD 2368

CCDC 1592270

Pearson symbol tP24

Space group number 95

Space group symbol P4322

AFLOW prototype command  aflow --proto=ABC_tP24_95_d_d_d-001

—~params=a, C/a/7 T1,Y1,%21,22,Y2,22,T3,Y3, 23

e This structure is identical to ThBC in the enantiomorphic space group P4,22 #91. It was generated from that structure
by reflecting the atomic coordinates through the z = 0 plane. The ICSD entry is written for space group #91.

Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + yas + 21 a3 = ar1X+ay1y+cz (8d) BI
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B» —xlalfylang(zlJr%) ag faxlfcfaylerc(zlJr%)i B1I
B3 —y1a1+x1a2+(21+%) ag —ayli—i—aazly—i—c(zl—i—%)i BI
By ylal—mlag—l—(zl—i—%) as ayli—axly—i—c(m—i—i)i BI
Bs —r1a; +yaz — z a3 —ar1X+apy —cz 2 B1I
Bg xlalfylag—(zlf%) ag a:z:lfcfaylyfc(zlf%)i B1I
B, ylal—i—xlag—(zl—%) ag ayl)‘(—i—axly—c(zl—i)i BI
Bsg —ylal—xlag—(zl—%) as —ayli—amlgf—c(zl—%)i BI
By Toay + ysas + 2o as axoX + ays ¥ +czo0 2 Cl
Bio 712a17y2a2+(22+%) as fazgﬁfay2y+c(22+%)2 CI
Bi1 —yoa) +z2a2+ (22+ 3) a3 —aya X+ avay+c(z+32) 2 CI
Bis ygal—mgag—l—(zg—i-%) as aygfi—axgy—i—c(zg—i—i)i CI
Bis —Toaj + Yo as — 2o as —are X+ aysy — czo Z CI
Bi4 xgalfygagf(z f%) as a@fcfaygyfc(zzf%)i CI
Bis yoa; +aoas — (22— 1) as ayaX+azsy —c(22—1) 2 CI
Bis —ygal—mgag—(za—%) as —aygfi—axgy—c(zQ—%)i CI
Bir T3a) + ysas + 23 as arsX+aysy +cz3 ThI
Bis —rza; —ysas + (Zng%) ag *ang(*(lygy+c(23+%) Z Th1
Bio —ysa; + rzas + (z;:,—i— %) as —aygi—i—amgy—i—c(zg—i—%) Z Th1
Bao ysa; —xzaz + (23 + 1) ag aysX —awzy +c(z3+ 1) 2 Th I
Bo: —r3a; + ysas — z3as —ax3X+aysy —cz3z Th1
Bas xgal—ygag—(z;;—%) ag angc—aygy—c(z;g—%)i Th 1
Bos y3a1+m3a2—(zg—%) as ayg)?:—l—axgy—c(z;;—i)i Th1
Bos —yYsa; — Tzag — (23— %) as —aygfc—axgy—c(z?, — %) Z Th I
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