Tetragonal (red) ZnPy Structure:
A2B tP24 92 2b b-001
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Prototype PsZn

AFLOW prototype label A2B_tP24.92_2b_b-001
ICSD 18137

CCDC 1597694

Pearson symbol tP24

Space group number 92

Space group symbol P412,2

AFLOW prototype command aflow --proto=A2B_tP24_92_2b_b-001
—~params=a, C/av T1,Y1,%21,72,Y2,22,T3,Y3, 23
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Other compounds with this structure
CdPo

e This structure can also be found in the enantiomorphic space group P432;,2 #96.

e Although (White, 1965) describes the structure as orthorhombic in the “Experimental measurements” section, it is
indeed tetragonal.

e ZnP; can also be found in a monoclinic (black) form.

Simple Tetragonal primitive vectors

a; = aX
a; = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + Y1 as + 21 as = ariX+ayy+cxnz (8b) PI
B, = —xlal—y1a2+(z1—|—%) as = —aa:li—ayly—i—c(zl—i—%)i (8b) PI
B3 = — (yl — %) aj —+ (IEl -+ %) as -+ = (yl — *) X+a (IEl -+ ) y+C (Zl -+ i) 2 (Sb) P I
(21+7) 2
By, = (y1+ ) (201 %)az-i- = (il/1+ ) a(961—*)Y+C(Z1+ )i (8b) PI
(21 + )
Bs = - ( — %) ( l) as — = —a (J:l — %) X+a (y1 + %) y—c (zl — i) Z (8b) PI
(21— 1) as
Bo — (n+bm-(n-da- - afmtdr-an-Hg-ca-9z 6y Pl
(Zl — 1) as
B, = y1a] +x1as — 21 a3 = apnX+ar1y —cz1 z (8b) PI
Bg = —ylal—xlag—(zl—%) as = —aylfi—amlgf—c(zl—%)i (8b) PI
By = Toaj +Ysas + z2as = axoX +ays § +czo 2 (Sb) P1II
B = —Zoa; —yoas + (22 + %) as = 7a$2)27ay2y+0(22 + %) Z (8b) PII
Bii = —(pp—3a+(m+3)a+ = —a(y—3) fta(z2+3)y+c(z2+17)2 (8b) P II
(ZQ + i) as
Bi2 = (12+3) a —(952 3) a2 + = a(pa+i)k—a(@—3)y+c(n+?)2 (8b) Pl
(22 + )
B13 = — (1?2 — %) a; + (yg + %) as — = —a ([EQ — *) x—|—a (yg + ) y—C (22 — %) Z (8b) P 1II
z2 — i) az
B = (xg—k%)al—(yg—%)ag— = (xg—i— ) a(y—%)y—c(zg—%)i (8b) PII
(22— 7) a3
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P1II
PII

Bis = Y2a1 + Toaz — z2as3 = ays X+ arey — cz0Z (8b)
(8b)

Bir = r3a; +ysag + 23a3 = ar3 X+ ays § + cz3 2 (8b) 7n 1
(8b)
(8b)

Bie = —ypa; — w282 — (22— 3) ag = —ayaX —ara§ —c (2~ 3) 2

Bis = —z3a; —ysaz + (23 + 5) as = —az3X —aysy +c(z +3) 2 8b Znl

Bio = —(n-dat(m+dm+ - —a(n-bxraletd)Ircrz 6 zal
(23 + 1) a3

Boy = (ys+3) ar— (z3— 1) ar + = a(ys+3)%—a(zs—3)9+c(ss+2)2 (8b) Zn1
(2’3 + %) as

By = _(g;?)—%) a; + (y3+%) aa— = -—a (J:g,— %) X+a (yg—I—%) y—c(zg— i) Z (8b) Zn 1
(23 — 1) as

Boy = (x3+%)al—(y3—%)a2— = a(zms+i)x—a(ys—3)9-—c(es—2) 2 (8b) Zn 1
(23— 1) as

Bas = Yysa; + xr3az — 23 a3 = aysX +ax3y —cz3 2 (8b) Zn 1

By = —Ysa; —Trzaz — (2'3 - %) as = —ayz3X —ax3y —c (23 - %) Z (Sb) Zn 1
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