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Prototype CdP145n

AFLOW prototype label AB14C_oP64_62_c_4c5d_c-001
ICSD 42976

Pearson symbol oP64

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB14C_oP64_62_c_4cbd_c-001
—~params=a, b/a’ C/a, X1,%1,X2,22,X3,23,L4,24,L5,25,L6,26,L7,Y7,27, L8, Y8, 28, L9,
Y9, 29,10, Y10, £10, L11, Y11, £11

Other compounds with this structure
CdeP14, HngP14, HgSnP14, ZDPbP14, ZHSIIP14

e Although (Krebs, 1958) first described this structure for HgPbP14, but their data is very approximate, so we use the
refinement made by (Scholz, 1987). They give the Wyckoff positions for CdSnP14, so we use that as our prototype.
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Simple Orthorhombic primitive vectors

a; = ax
az = bY
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a1+ia2+zla3 axl)*(Jriberczli (4¢) Cd1l
B, = —(r1—3) a+2ay+ —a(r1—3) R+ 20y +c(z1+3) 2 (4c) Cd 1
(21 + %) as
B; = —z1a;+ Sa; — 2 a3 —az1 X+ 3b§ — 21 2 (4c) CdI
B, = (I1+%)al+i32*(zlfé)a3 a(ler%)f(Jr%byfc(zlf%)i (4¢) Cdl
By = x2a1—|—ia2+22a3 axg)‘(—i—iby—i—czQZ (4¢) PI
Be = —(z2—3) ar+3a+ —a(ze—3) X+ 3by+c(za+3)2 (4c) PI
(22 + %) ag
B, = —Toag + %ag — 29 a3 —azro X + %by —cCc2 Z (4¢) PI
Bg = (m2+%)a1+%a27(2275)a3 a(:c2+%)5(+%byfc(2275)2 (4¢) PI
By = x3a1—|—ia2+z3a3 axgi—i—%by—i—cz;;i (4¢) PII
Bio = —(.’173—%) al—&—%ag—&— —a(xg—%)fc—i—%by—i—c(zg—i—%)i (4c) PII
(23 +3) as
By = —r3a; + %32 — z3a3 —ar3X + %by —c23% (4¢) PII
B = (CUng%) a1+ia27(23f%) as a(acng%))*(Jribyfc(zgf%)i (4c) PII
Bis = T4ay + iag + z4 a3 axsX + %by 4 cza 2 (4c) P III
By = —(za—3) a1+ 2ax + —a(zs— %) X+ 309 +c(za+3) 2 (4c) P III
(24 + 3) a3
Bis = —z4a; + %ag — 2433 —azrs X+ %by — 242 (4¢) P III
Big = (m—l—%) a1+ia2—(z4—%) as a(u—i—%)f{—i—iby—c(@—%)i (4c) P III
By = T5ag + iag + z5 as axs X + %by + cz5 2 (4c) PIV
Bis = —(x5—%) al—s—%ag—&— —a(x5—%)5c+%b§f—|—c(25+%)i (4c) PIV
(25 +3) a3
By = —x5a; + %az — 25 as —axs X + %by —cz5 7 (4¢) PIV
By = ((E5+%) a1+ia2—(z5—%) as a(xg,—l—%))‘(—i—%by—c(zg,—%)i (4¢) PIV
By = Tgag + iag—l—zgag CLSL‘G)AC—FibS’—i-CZf;i (4c) Sn I
By, = —(x6—%) al+%ag+ —a(xﬁ—%)fc—k%by—kc(z(;—i-%)i (4¢) Snl
(26 +3) as
Bos = —zgal + %32 — 2g a3 —axgX + %by —czg Z (4c) Sn 1
Bos = (z6+3)ar+ias—(z—3) as a(ze+3) X+ 30y —c(26—3) 2 (4c) Sn I
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B56 = — (IlO — %) a; + (le + %) as + = —a (xlo - %) X+b (ylo + %) y + (Sd) P VIl

10+ 1) 20 (et 1) 2
B57 = xr11a1 + Y11 a2 + 211 a3 = ax11>2+by11y+02112 (8(21) P IX
Bss = — (211 —3) a1 —ynaz + =  —a(zn-3)X-byny+eclzn+3)2 (8d) P IX
(211 + %) az
Bsgy = —znar+ (yn + %) az —zi1az3 = —az1X+b (3111 + %) y—cziz (8d) PIX
Boo = (mtda-(n-Ha- = alemnsd)x-bln-3) - s PIX
21175 as 0(2117%)2
Be1 = —T1181 — Y112 — 211 a3 = —arn X —byny —czn1 2 (8d) PIX
Bg2 = (z11+3) a1 +y11 a2 — = a(rn+35) X+byny —c(zn—3) 2 (8d) PIX
(211 - %) as
Bes = zna—(yi—3)as+znas = ary X —b(y11— %) 9 +can2 (8d) PIX
Bes = —(zn—3)ai+(yu+3) at = —a(zn—3) X+b(yn+3) 9+ (8d) P IX
211+%) as c 2114—%)2
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