(NHy)CdCls (E24) Structure:
AB3C_0P20.62_c¢_3c_c-001

This structure originally had the label AB3C_oP20_62_c_3c_c. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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oCd

Prototype CdCl3(NHy)

AFLOW prototype label AB3C_0P20.62_c_3c_c-001
Strukturbericht designation E24

ICSD 28829

Pearson symbol oP20

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB3C_oP20_62_c_3c_c-001
—~params=a, b/a7 C/a7 T1,21,T2,22,T3,23,T4,24,T5, 25

Other compounds with this structure
CeCrS3, CeCrSes, LaCrS3, NdCrS3, PbSnS3, RbCdBr3, RbCdCls, SmCrSs, (Ti, Sn)S;3

e (Brasseur, 1938) gave the Wyckoff positions in the Pnam setting of space group #62. We used FINDSYM to rotate the
structure and put it in the standard Pnma setting.

e This structure has the same AFLOW label as |CuTaSs, AB3C_oP20_62_c_3c_c. The structures are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.
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Simple Orthorhombic primitive vectors

alq;a3
a; = aX
—2°
az = by 3\ o€
=00 \¢
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—I—iag—i—zlag = axlfc—kiby—kczli (4¢) Cd1
B2 = 7(1’17%) a1+%a2+ = 7@(5817%)5(4’%()?4’6(214’%)2 (4C) Cdl
(21+3) as
B; = —zi1a; + %3.2 — 2z a3 = —axr1 X+ %by —c21 2 (4¢) Cdl
By, = (q:l—i—%)al—l—iag—(zl—%)ag = a(ml—l—%)f{—i—iby—c(zl—%)i (4c) Cd1I
B = x2a1+ia2+z2a3 = amfﬂ—ib)‘ﬂ—cai (4¢) ClI
B = —(z2—3) ar+3a,+ = —a(z— ) X+ 3by+c(zn+3)2 (4c) ClI
(22+3) as
B, = —T9a; + %ag — 29 a3 = —axro X + %by —c29% (4c) ClI
Bg = (x2+%)a1—|—ia2—(Z2—%)a3 = a(xg—l—%))’\(—i-iby—C(Zg—%)i (40) ClI
By = T3 ap +%a2+Z3a3 = ax3>‘<+ib§/+w32 (4¢) ClII
By = —(z3—3) ar+3ar+ = —a(z3—3) %+ 3by+c(z+3)2 (4c) Cl1I
(2’3 -+ %) as
Bi1 = —z3a; + 3a; — 2343 = —az3 X+ 3b§ — cz32 (4c) ClII
B = (3334-%) a1+iag—(23—%) as = a(xg—l—%)fc—kiby—c(%—%)i (40) ClII
B13 = Tr4ai + %ag + z4a3 = CLSC4)A( + %by + 6242 (4C) Cl III
B = —(za—3) ar+2ax + = —a(zs—3) X+ 309 +c(u+3) 2 (4c) Cl1III
1
(21 +3) a3
B = —z4a; + %ag — z4 a3 = —ars X+ %by —C24 2 (4c) Cl II1
Big = (a:4—|—%) a1—|—ia2—(z —%) az = a(m—i—%)&—kiby—c(z —%)Z (4¢) Cl 111
By = x5a1+%a2+z5a3 = ax55(+%by+cz52 (4¢) NH I
Bis = —(zs—3) ar+3as+ = —a(zs— %) X+ 3by+c(z+3) 2 (4c) NHI
1
(5 +3) as
Big = —T5a] + %ag — z5 as = —axs X + %by —C257Z (40) NH I
By = (1’54—%) a1—|—%a2—(z5—%) a3 = a(x5—|—%)5<—|—%by—c(25—%)i (4(}) NHI
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