Pararammelsbergite (a-NiAsy) Structure:
A2B oP24 61 2¢ ¢-003
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Prototype AsoNi

AFLOW prototype label A2B_oP24_61_2c_c-003
Mineral name pararammelsbergite
ICSD 34851

CCDC 1607130

Pearson symbol oP24

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=A2B_oP24_61_2c_c-003
--params=a, b/a, c/a, x1,y1, 21, T2, Y2, 22, T3, Y3, 23
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e This is the room temperature structure of NiAss. Above 871K it transforms into rammelsbergite, 5-NiAss, which has the
marcasite (C'18) structure. (Predel, 1991; Downs, 2003).

e Pararammelsbergite (NiAsy), 8-TeOo and |brookite (C21, TiO2) have the same AFLOW prototype label,
A2B_0P24 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

a3

a; = ax

az = by

ag = cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yias + 21 as = ax1 X+ by ¥+ cz1 (8c) As1
B, = —(1‘1—%>al—y132+ = —a(xl—%)fc—byly—l—c(zl—i—%)i (8c) As 1

(214 3) as
B; = —z1a;+ (y1+ 3) az — = —az  X+b(y1+3) §—c(z1—3) 2 (8c) AsT

(21— 3) as
B, = (xl—l-%) al—(yl—%) ap—ziaz = a(xl—k%))‘c—b(yl—%)y—czli (8¢) As1
Bs = —r1a; — Yy as — 21 as = —ar X —bypy—cz Z (8c) As 1
B = (x1—|—%) al+y132—(21—%) ag = a(ﬂcl—&—%)i—l—byly—c(zl—%) Z (8c) As1
B, = xlalf(ylf%) a2+(zl+%) as ao:l)“cfb(ylf%)erc(zqu%)i (8¢) As1
Bs = —-(m-Ya+pm+i)a+r = —a(z1— ) X+b(y1+3) §+cn2 (8c) As1

21 a3

By = Toay + ysas + 2o as = aroX +bysy +czoZ (8c) As 11
B = 7(1727%) a; —ysas + = fa(xzf%)fcfbygerc(zQJr%) Z (8¢) As 11

(224 3) a3
Bi1 = —roaj + (y2 + %) as — = —areX+0b (yz + %) y—c (22 — %) Z (8¢) As 11

(22— 3) as
B = (l‘g—‘r%) al—(y —%) as—z29ag3 = a(xg—&—%)fi—b(y —%)9—0222 (8c) As 11
Bz = —Tga; — yoas — 29 a3 = —aro X —bys § —c20 2 (8¢) As II
By = (z2+3) aitpar—(n—1%)a; = a(za+3) K+byy—c(xa—1)2 (8c) As 11
Bis = zeai—(y2— 1) ax+(za+3)as = avoX—b(y2—3) §+c(z2+1)2 (8c) As 11
Big = —(z2—3)ai+(y2+3)a+ = —a(wy— %) X+b(y2+3) §+c2i (8c) As TI

%243

By = T3a) + ysas + 23 as = ax3X +bysy + cz3 Z (8¢) Nil
Bis = — (23— 1) a1 —ysas + = —a(z3—3) X —bysy+c(z+3) 2 (8c) Nil

(21 3) 2
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By = —xga; + (y3+ %) ag — = —ax3§(+b(y3+ %) )Affc(z;g — %) Z (8¢) Nil

(23— 3) as
By = ((Eg"‘%) al—(yg—%) as—zzag = a(:r3+%))‘<—b(y3—%)y—0232 (8c) Nil
By, = —r3a; —yzas — 23 as = —ax3X —bysy —c237% (8c) Nil
By = (a:3—|—%) a1—|—y3a2—(z3—%) ag = a(m—&—%) )2+by3§f—c(23— %) Z (8¢) Nil
Bos = xgalf(ygf%) a2+(23+%) ag = angcfb(y f%)y+c(23+%)2 (8¢) Nil
Boy = —(z3—3)ar+(y3+3)a+ = —a(z3—3)X+0b(ys+3) §+cz2 (8c) Nil
Z3as
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