Tongbaite (CrsCq, Dbyg) Structure:
A2B3 0P20 62 2¢ 3c¢-001

This structure originally had the label A2B3_oP20_62_2c_3c. Calls to that address will be redirected here.
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Prototype C2Crs
AFLOW prototype label A2B3_0P20.62_2c_3¢c-001
Strukturbericht designation D519
Mineral name tongbaite
ICSD 15086
Pearson symbol oP20
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow —-proto=A2B3_oP20_62_2c_3c-001
—~params=a, b/a7 C/a7 T1,21,T2,22,T3,23,T4,24,T5, 25

Other compounds with this structure
I‘Ifgpg7 La283

e Several authors remark that this is the anti-type of stibnite (SboSs, D5g, A3B2_0P20_62_3c_2c¢).
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Simple Orthorhombic primitive vectors

alaf_aB
a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 3 as + 21 a3 = ar1 X+ 1by +cn 2 (4c) CI
B, = —(9:1—%) al+%ag+ = —a(xl—%)fc—kgby—kc(zl—l—%)i (4¢) CI
(21 +3) as
B = —zi1a; + %82 — 21 a3 = —ar1 X+ %by —cz21 2 (4¢) CI
By = (mi+3)aitia—(xn1—3)a; = a(zi+3) &k+3by—c(a1—3) 2 (4c) CI
By = Q]‘Qal+iag+2283 = amgk—k%by—kczgi (4¢) cII
B = —(z2—3) ar+3a,+ = —a(z— ) %X+ 3by+c(zn+3)2 (4c) CII
(2 3) 2
B, = —z9a; + %ag — 29 a3 = —are X + %by —c29% (4¢) CII
Bg = ($2+%)al+i32—(22—%>a3 = a(xg—l—%)fc—i—%by—c(zg—%)i (4c) CII
By = x3a1+ia2+33a3 = ax35<+ib§f+cz;32 (4¢) Crl
By = —(z3—3) ar+3a,+ = —a(z3—3) %+ 3by+c(z+3)2 (4c) Crl
(z3+3) a3
Bi1 = —x3a; + %ag — 23 a3 = —ax3 X+ %by —cz3Z (4c) Crl
B = (1‘34—%) al—l—iag—(zg—%) ag = a(xg—l—%)fc—l—%by—c(zg—%)i (4c) Crl
Bz = rqag + iag + z4 a3 = ars X + iby +cz4 Z (4¢) CrlI
By = —(za—3)ar+3ar+ = —a(zg—3) %X+ 3by+c(u+i)2 (4c) CrlI
(24 +3) as
Bis = —zga1+ 3a; — 24 a3 = —azy X+ 3b§ — cz4 2 (4c) CrII
B = (a:4—|—%)a1—|—ia2—(z —%)ag = a(m—l—%)&—kiby—c(z —%)Z (4¢) CrlI
By = Tsag + %ag + z5 as = axsX + %by + cz5 Z (4c) Cr III
Bis = —(zs—3) ar+3as+ = —a(zs —3) X+ 309 +c(z+1)2 (4c) Cr III
(2 +3) as
By = —T5a; + %ag — z5as = —ars X+ %by —c252 (4c) Cr III
By = (x5—|—%) a1—|—ia2—(z5—%) ag = a(a:5—|—%)5<—|—iby—c(z'5—%) Z (4¢) Cr III
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