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Prototype AgCrP,Sq

AFLOW prototype label ABC2D6_mP20_13_e_e_g_3g-001
ICSD 36456

Pearson symbol mP20

Space group number 13

Space group symbol P2/c

AFLOW prototype command aflow --proto=ABC2D6_mP20_13_e_e_g_3g-001
—-params=a, b/av C/av 67 Y1,Y2,23,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26

e (Selter, 2021) give the coordinates of this structure in the P2/a setting of space group #13. We used FINDSYM to
transform this to the standard P2/c setting.

e (Selter, 2021) does not yet have an ICSD entry. We list the entry from the earlier work of (Colombet, 1983).

Simple Monoclinic primitive vectors

a; — aXx
Az = by
ag = ccosfBX+csinfz
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1as + iag = %ccosﬁf{—kbyly—i— icsinﬁi (2e) Agl
B, = —ypas + %ag = %ccosﬁifbyler %csinﬂi (2e) Agl
Bz = Yo ag + iag = iccosﬁi—l—bygy—l— icsinﬁi (2e) Crl
B, = —yoas + %ag = %ccosﬁ&—bygy—l— %csinﬁi (2e) Crl
B = T3a; +yszas + 23 as = (axs + czzcos B) X+ bys § + cz3sin S 2 (4g) PI
BG = —rzal +Yysas — (Zg* %) as = 7(QI’3+C(237%) COSﬂ) )A(+by3yf (4g) PI
c (23 — %) sin 8 Z
B, = —r3za; — Yz as — z3as = —(axs+czgcosf) X —bysy — czzsinfBz (4g) PI
Bs = z3a; —ysaz + (23 + 3) ag = (axs +c(z3+ 5) cos B) X —bys§ + (4g) PI
c(zg + %) sin 8z
By = T4a) +ysas + 24 ag = (axy + czacosB) X+ bys§ + cz4sin 5z (4g) ST
Bio = —zjaityiar—(u—3)as = —(azs+c(za—3)cospB) X+bysy — (4g) S1
0(24 — %) sin 8 Z
Bi: = —X4a] —Ysay — z4a3 = —(axg+czqgcosf) X —bys§ —czqsin Bz (4g) SI
By, = zga; —ysaz + (24 + 3) ag = (azq +c (24 + 5) cos B) X —bys§ + (4g) ST
C(Z4 + %) sin 8z
B13 = Tsal + Ys as + 25 as = (a1'5 + cz5 COSB) )A(+by5y+CZ5 Sinﬂi (4g) S1II
By = —x5a; + ysas — (z5 — %) as = — (amg, +c (25 — %) cos 5) X+bysy — (4g) S1I
c(z5 — %) sinfBz
Bis = —Tsa; — yYsas — 25 as = —(axs+czzcosf) X —bys§ —czssin B2z (4g) S1I
Big = zsa; —ysas + (25 + 1) as = (azs +c (25 +5) cos B) X — bys § + (4g) SII
c(z5+ 3)sinBz
By = Tgai + yYgas + 26 as = (axe + czgcos B) X+ bys § + czgsin 5z (4g) S IIT
Bis = —ssai+ysar—(z5—%)as =  —(awg+c(2z—1)cosB) X+bysy — (4g) S I
0(26 — %) sin Bz
By = —Tga; — Ygas — 2¢ A3 = —(axg+czgcosf) X —bygy — czsin Bz (4g) S III
B20 = Te Al — Yp A2 + (2’6 + %) as = (CLTG +c (2’6 + %) COS B) X — byG y + (4g) S III

C(ZG+ %) sin 8z
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