KNCS (F5g) Structure:
ABCD 0oP16 57 d c.d d-001

This structure originally had the label ABCD_oP16_57_d_c_d_d. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/K4A8
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Prototype CKNS
AFLOW prototype label ABCD_oP16_57_d_c_d_d-001
Strukturbericht designation Fb5y
ICSD 67582
Pearson symbol oP16
Space group number 57
Space group symbol Pbem

AFLOW prototype command aflow --proto=ABCD_oP16_57_d_c_d_d-001
--params=a, b/a,c/a,x1,72,Y2, T3, Y3, T4, Ya

Simple Orthorhombic primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/K4A8
https://aflow.org/p/ABCD_oP16_57_d_c_d_d-001

a; = aX

a; = by

ag = cz

Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = r1a; + 5 a = ary X+ 3by (4c) KI
B, = —ria;+3ay+1ag = —ar1 X+ 3by + ek (4c) KI
B = —zia; + % a = —ar1 X+ %by (4c) KI
By, = xlal—&—iag—&—%ag = axli—l—iby—i—%ci (4c) KI
B; = Taa1 + yoaz + 1 as = aza X+ by2 § + e (4d) CI
Bsg = —T9ay —y2a2—|—%a3 = —aasg)‘c—bygy—kgci (4d) CI
B, = —x2a1+(y2+%) a2—|—ia3 = —axgi—i—b(yg—«—%)y—{—%ci (4d) CI
Bg = acgal—(y —%) a2—|—%ag = angc—b(yg—%)y—&—%ci (4d) CI
By = z3a; +ysas + 1 as = ar3X +bys ¥ + ez (4d) NI
B = —r3za; —ysas + %ag = —ar3X —bysy + %ci (4d) NI
B.1 = —$331+(y3+%) a2—|—%a3 = —axg,f(—i—b(yg—}—%) y—kici (4d) NI
B, = mgal—(y —%) ag—i—%ag = cwcgf(—b(y —%)y—&—%ci (4d) NI
Bz = T4a1 +ygag + iag = ax4ﬁ+by4y+ici (4d) S1I
By = —zqa; —ysas + S ag = —azs X —bys§ + 3c2 (4d) S1
Bis = —zga;+ (ya+3) a2 + 1 a3 = —azsX+b(ya+3) ¥+ ez (4d) S1
Bis = z4a; — (y4— 3) az + 3 ag = argsX —b(ys—3) §+ 3c2 (4d) ST
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