Pararammelsbergite (a-NiAsy) Structure:
A2B_0oP24 61 2c¢_c-003

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.

https://aflow.org/p/ZBGO

https://aflow.org/p/A2B_oP24_61_2c_c-003

Prototype AsoNi

AFLOW prototype label A2B_oP24_61_2c_c-003
Mineral name pararammelsbergite
ICSD 34851

Pearson symbol oP24

Space group number 61

Space group symbol Pbca

AFLOW prototype command  aflow --proto=A2B_oP24_61_2c_c-003
—Tparams=a, b/a7 C/ay x1,Y1,%21,72,Y2,22,T3,Y3, 23

e This is the room temperature structure of NiAss. Above 871K it transforms into rammelsbergite, 8-NiAss, which has the
marcasite (C'18) structure. (Predel, 1991; Downs, 2003).

e Pararammelsbergite (NiAss), |3-TeO5 and |brookite (C21, TiO) have the same AFLOW prototype label,
A2B_oP24 61 2c_c. They are generated by the same symmetry operations with different sets of parameters (--params)
specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors
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a; = ax
as = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + Yy as + 21 as = ar1X+byy+czz (8¢) As1
B, = —(r1—-3)ar—ypras+ = —a(z1—H) x—bypy+c(z+3)2 (8¢) As1
(21 +3) as
B; = —x1a1+(y1+%) as — = —aw1i+b(y1+%)y—c(zl—%) Z (8c) As1
(21— 3) as
By = (mi+3)ai—(y1—3%)a—za3 = a(zi+3)%—b(yp1—3)y—cnz (8c) As1
B = —ria; — ¥y as — 21 a3 = —ar X—bypny—cz z (8¢) As1
Be = (mi+3)aityia—(xa1—3)a; = a(zi+3) &+bypyg—c(an—1) 2 (8c) As1
By = ma—(y1—3) at+(n+3)a; = ar1X—b(yp—3) J+e(n+1)2 (8c) As1
Bg = —(ml—%)al—l—(yl—l—%) a+ = —a(xl—%)fc—I—b(yl—&—%)y—l—czli (8¢) As 1
21 a3
By = Toay + Yo as + 29 ag = axo X +bys ¥ + cz0 Z (8¢) As 11
By = — (22— 1) a1 —ypoar + = —a(zy— )X —byy+c(za+3)2 (8c) As 11
(22 + %) as
By, = —zpa; + (y2+3) a2 — = —azaX+b(y2+3) §—c(22—3) 2 (8c) As 11
(22— 3) as
B, = (1:2—|—%) al—(yg—%) as—zpaz = a(x2+%) )‘(—b(yg—%) Y —cxni (8¢) As 11
Bz = —Zoai — Yo ag — 2o a3 = —axoX —bys ¥ —c20Z (8c) As 11
By = (3?2-‘1-%) a1+y2a2—(22—%> ag = a(:l?g—‘r%) f(—l—bygy—c(zQ—%) Z (8c) As 11
Bis = xgal—(yg—%) a2+(22+%> ag = &l‘gi—b(yg—%) y—l—c(zQ—i—%) Z (8¢) As II
Bie = —(z2—3)ai+(p+3i)a+ = —a(z— ) X+b(ya+3) §+cxi (8c) As1I
Z2 a3
Bir = r3aj +yzas + 23 a3 = ar3X +bysy + c23Z (8c) Nil
Bis = —(1'3—%) a; —ysag + = —a(xg—%)fc—bygy—l—c(z?,—l—%)i (8c) Nil
(23 + 3) as
By = fx3a1+(y3+%) ag — = fangchb(ngr%) yfc(z f%) Z (8¢) Nil
(23— 3) a3
B2y = ((Eg-’-%) al—(y —%) as—zzag = a(mg—k%))‘(—b(y —%)y—0232 (8¢) Nil
By, = —r3a; —yzas — 23 a3 = —ax3X —bysy —c237% (8c) Nil
Box = (1‘34-%) a1+y3a2—(23—%) a3 = a($3+%) i+by3y—c(23— %) Z (8¢) Nil
Bas = zsai—(ys— 1) as+(z+3)as = arsk—b(ys—3) §+c(z+1i)2 (8c) Nil
Bay = —(z5—3)ar+(y3+3)a+ = —a(z3—3)X+0b(ys+3) 9+ (8c) Nil
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