Zm3Psy (D5g) Structure:
A2B3 tP40_137 cdf 30-001

This structure previously used the label(s) A2B3_tP40_137_cdf _3g. Calls to these addresses will be redirected here.
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Prototype PoZng

AFLOW prototype label A2B3_tP40_137_cdf_3g-001
Strukturbericht designation Dby

ICSD 26876

CCDC 1602248

Pearson symbol tP40

Space group number 137

Space group symbol P4y /nme

AFLOW prototype command aflow --proto=A2B3_tP40_137_cdf_3g-001
~Tparams=a, C/a) 21, 22,23, Y4, 24, Y5, 25, Y6, 26
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Other compounds with this structure
a-Asy;Cds, a-AssZng, CdzPs

o (Stackelberg, 1935) gives the atomic positions in the first setting of space group P4s/nme #137. We have changed this to
the second setting, placing the origin of the system at the inversion site.

e (Pearson, 1958, p. 803) gives the space group as P4y /mmec #131, but it is correctly given as P4s/nmc on page 111.

Simple Tetragonal primitive vectors

a; = axX
az = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = jartjar+aiag = jaX+ 10y +on 2 (4c) Pl
By = latlmi(aila = Lox+dag el +1) 2 () Pl
Bs = %a1+%a2*2133 = %‘”A‘Jr%ayfczli (4c) Pl
By = fart+ga— (21— 3)as = jax+jay—c(n-3)2 (4c) Pl
Bs = a1t jar+oag = jaX+ 30y +exnl (4d) P
Bs = jatjat(2+3)as = Tak+jay+e(n+s) 2 (4d) P
Br = %a1+%a2*2233 = %af{Jr%ay*C@i (4d) P
Be -  atim-(n-ba - fexedey—c(a-})z ay e
By, = r3a; —xzap + 1 ag = ar3X —arsy + rc2 (8f) P III
Bio = - (333 - %) a11+ (ch + %) ag+ = —a (5'3 - %) X+a (5’33 + %) y+ %Ci (8f) P I
133
By, = (z3+1) ai + 232 + 3 a = a(zs+3) X+azsy + 3c2 (8f) P IIT
By — —z3a; — (v3— 1) as + 3 a = —azsX —a(z3—3) §+ 3c2 (8f) P III
Bis = —zza; +a3as + S ag = —ar3X +az3§ + fez (8f) P I
Biu = (m3+3)ai—(e3—3) atjias = a(ws+3) X—a(rs—3) §+icz (8f) P I
Bis = (s ) m-mmtlay = —a(es- 1) ansy+ ez &) P
Bis = zza+ (z3+3) as + a3 = arsX+a(r3+3) §+ jc2 (8) P
Bz = 1a1+yay +z a3 = 10X+ aysy + e (82) Znl
Bis = 11— (ya—3) a2+ zas = j0X—a(ys—3) y+cuz (82) Znl
Bio =  —(n-Ymtiat = —alu-dx+lgte(atdz (e Zal
(4 + 3) 2
By = yrar+ 32+ (21 + 3) a3 = ays X+ jay +c(a+3) 2 (82) Znl



B2 = far+ (ya+ts) a—zag = jexta(yt+3)y—cuz (82) Znl
B2z = Sa; —yia; — 2 a3 = jaX —aysy —cuz (8g) Znl
B = (ntdmtin-(a-Da = atdsrley-c-Dz ()l
Bay = —yaar +jaz — (24— 3) as = —ay X+ jay—c(a—3) 2 (8g) Znl
Bas = Tat+ysas + 25 a3 = j0X+ays § + ez (8g) Zn 11
B2s = 1a1— (5 —3) e+ za = j0X—a(ys —3) ¥+ (82) Zn 1l
Bu = —(m-Dam+imt - alm-Px+lte(atdz (9 Zal
(554 1)
Bas =  par+ia+(n+i)ay = ays X+ ja¥ +c(z+3) 2 (8¢) Znll
Byy =  Sait(ys+i)as—zmag = Jaxta(ys+3)y—cx2 (82) Znll
Bso = Sa; —ysa; — 25 a3 = jaXk —aysy —cx2 (8g) Zn 1l
Bu = (ntDmtlm(o-Dam -  alntdrides-cla-dz G0
B3z = —y5a1+%a2—(z5—%) az = —ay5§<+%ay—c(zs—%)i (8g) Zn 11
B3z = 181+ yeaz + zg a3 = 10X+ aye§ + cz6 2 (8g) Zn I11
Bu = la-(u-Datma = dek-a(-d) 5o %9 mm
Bss = — (%6 —3) a1 + jaz + = —a(ys—3) X+ g0y +c(z6+3) 2 (8g) Zn I
(so 4 1)
Bss — ysar + Lay + (26 + 1) a — aye X+ 1ay +c(z+3) 2 (8g) Zn 111
Byr =  Sai+(y+i)a—zay = jax+a(ys+3)y—cx? (82) Zn
Bss = Sa; —ysas — zas = jaX —ayey —cx 2 (8g) Zn 1
Bao = (ntd)mtim—(w-Ha - et} ritey-clo-dz (e
Bio = —ysart+iar—(x—3)a = —aye X+ ja¥ —c(z — 3) 2 (82) Zn I
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