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Prototype CdyGeSg
AFLOW prototype label A4BC6-mC44_9_4a_a_6a-001
ICSD 26214
Pearson symbol mC44
Space group number 9
Space group symbol Cc

AFLOW prototype command aflow --proto=A4BC6_mC44_9_4a_a_6a-001
—Tparams=a, b/a7 C/Cl, 67 Z1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6,26,L7,
Y7, 27,%8,Y8, 28,9, Y9, 29, £105 Y10, 210, L11, Y11, 211

Other compounds with this structure
GeCd4SeG

e The is apparently the GeCd4Ss found in (Pearson, 1967). See the discussion in (Susa, 1971).
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Base-centered Monoclinic primitive vectors

a; = %afc — %by .
as = %a)“( + %b)"
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1 —y1) a1 + (z1 +y1) as + (axy +cz1cos8B8) X+ by1 § + ¢z sin S Z (4a) Cd1
Z1 a3
B, = (1 +y1) ar + (71 —y1) a2 + (a$1+C(Z1 +%) COSﬁ) X—byy+ (4a) Cd 1
(21+3) a3 c(z143)sinBz
B; = (x2 —y2) a1 + (22 + y2) a2 + (axg + czacosB) X+ by2§ + czosin 5z (4a) Cd 11
Z2 as
By, = (2 +y2) a1 + (12 — y2) az + (axz +c (2’2 + %) oS 5) X—by2 ¥+ (4a) Cd I
(22+3) a3 c(z2+ 1) sinBz
By = (x3 —ys3) a1 + (3 + y3) as + (axs + czzcos B) X+ bys§ + cz3sin Sz (4a) Cd III
Z3 as
Bsg = (3 +y3) a1 + (v3 — ys3) as + (axg +c (Z3 + %) COS B) X—bysy + (4a) Cd 111
(Z3+%) az C(Z3+%) sin 32
B, = (x4 —ya) a1 + (v4 +y4) ag + (axg + czgcos8B) X+ bys § + cz4sin Sz (4a) Cd 1V
Z4 a3
Bg = (x4 +ys) a1 + (x4 — y4) a2 + (asc4 +ec (24 + %) coS 5) X—bysy + (4a) Cd 1V
(Z4+%) az c(z;;—i—%) sin 32
By = (x5 —ys5) a1 + (5 + y5) as + (axs + cz5c08 B) X+ bys § + cz5sin S 2 (4a) Gel
25 a3
Bio =  (#5+ys) a1+ (5 —ys5) ag + (aws 4 c (25 4+ 3) cos ) X — bys § + (4a) Gel
(z5+ 3) as c(25+3)sinfz
By = (z6 — yo) a1 + (z6 + Yo) az + (axe + czg cos ) X+ bye ¥ + czsin B 2 (4a) S1
Z6 A3
B2 = (w6 +y6) a1 + (6 — yo) az + (aze +c (26 + 3) cos B) X — by § + (4a) S1
(ZG+%) az c(z6+%)sin52
Biz = (x7 —y7) a1 + (x7 +y7) az + (ax7 + czrcos B) X+ byr § + czrsin B2 (4a) SII
Z7as
B4y = (x7 +y7) a1 + (z7 — y7) as + (am7 +ec (Z7 + %) COS B) X—by;y+ (4a) S1I
(Z7+%) az C(Z7+%) sin 82
Bis = (73 —ys) a1+ (vs +ys) ag + (axs + czgcos ) X+ bys § + czgsin 32 (4a) S I
Zgag
Bie = (73+ys)ai+(r3—ys)az+ (aws 4 c (28 +3) cos ) X —bys§ + (4a) S I
(Z8+%) az C(Zg—f—%) sin 3z
By, = (xog —yo) a1 + (zg + yo) as + (axg + czg cos B) X + byg ¥ + czg sin B Z (4a) SIV
29 Az



Bis = (9 +yo) a1 + (z9 — yo) a2 + = (azg +c (29 + 5) cos B) X —byo § + (4a) S IV

(2’9+%) as 0(29+%)sin52
By = (z10 — y10) a1 + = (azx19+ czipcosfB) X+ by10y + cziposin Bz (4a) SV
(w10 + y10) a2 + 210 a3
Bz = (w10 + y10) a1 + = (az10 + ¢ (210 + 35) cos B) X —by10 ¥ + (4a) SV
(z10 — y10) A2 + (210 + 3) a3 c(z10+ 3)sin B2
B2:1 = (11 —y11) a1 + = (ax11 +cz11co8B) X+ by11§ +czi1sin Bz (4a) S VI
(r11 +y11) a2 + 211 a3
By, = (x11 +y11) a1 + = (aw11 +c (211 + 3) cosB) X — by § + (4a) S VI
(z11 —y11) a2 + (211 + 3) as c(z11+ 3)sinfBz
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