a-Potassium Nitrate (KNOjs) Structure I:
ABC3.0P20.62_c_c_cd-001

This structure originally had the label ABC3_oP20_62_c_c_cd.K.N.03. Calls to that address will be redirected here.
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Prototype KNO;
AFLOW prototype label ABC3_0P20.62_c_c_cd-001
ICSD 10289
Pearson symbol oP20
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow —-proto=ABC3_oP20_62_c_c_cd-001

—~params=a, b/a7 C/a7 T1,21,T2,22,X3,23,T4,Y4, %4

e Two possible structures have been identified for a-KNOj3: (Nimmo, 1973) proposed the current structure, which we call
“Structure I,” in space group Pnma #62. (Adiwidjaja, 2003) found this structure, but also noted that it could be
described by a doubling of the current unit cell into a superstructure with space group Cmc2; #36, which we call
“Structure 1I”| It is unclear to us which structure is correct, so we present both of them.

e (Nimmo, 1973) determined the lattice constants and Wyckofl positions of the type I structure at 25°C in the Pmcn
setting of space group #62. We present the data in the standard Pnma setting.

e |Argonite (CaCos, G02), a-KNOg I, and (NH4)NOs3 IIT (GOq9) all share the same AFLOW label, ABC3_0P20_62_c_c_cd.
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

a; = aX
ao = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 3;‘1314—%32—1-2183 = axlk—kiby—l—czli (40) KI
B2 = 7(1’17%) a1+%a2+ = 70,(5817%)5(4’%()?4’6(214’%)2 (4C) KI
(21+3) as
B; = —zi1a; + %ag — 21 a3 = —ar1 X+ %by —cz1 2 (4c) KI
By = (mi+3)ai+tia—(xn1—3)a; = a(zi+3) &k+3by—c(a1—3) 2 (4c) KI
B = x2a1+ia2+z2a3 = amfﬂ—ib)‘ﬂ—cai (4¢) NI
BG = 7(1’27%) a1+%a2+ = 7@($27%)X+%by+6(22+%)2 (4(?) NI
(22+3) as
B = —z9a; + %ag — 29 a3 = —are X+ %by —cz9% (4c) NI
Bsg = (x2+%)a1+iag—(zg—%)a3 = a(xg—l—%))’\(—i-iby—C(Zg—%)i (40) NI
Bg = .133&14—%&24—23&3 = ax35<+%b§f+cz32 (4(3) Ol
Bio = —(z3—3) ar+3a,+ = —a(z3—3) %+ 3by+c(z+3)2 (4c) Ol
(23 +3) as
B = —rza; + § az — 23a3 = —azsX+ 30y — cz32 (4c) Ol
Biz = (z3+3)ai+tax—(:—3) a3 = a(zs+3) X+ 50y —c(3—3) 2 (4c) 01
Bis = Trga; +Ygaz + z4a3 = ars X +bysy + cz4 2 (Sd) OlII
By = —(za— 1) a1 —ysar + = —a(zg— )X —byag+c(za+3)2 (8d) oIl
(za+ %) a3
Bis = —zga1 + (y4 + 3) a2 — 2423 = —azsX+b(ya+3) §—czz (8d) oIl
Bis = (za+3) a1 — (ya—3) a2 — = a(ma+3)%-bpu—3)y—clu—1%)2 (8d) on
Z4 — 5 as
By = —x4a] —Ysgag — 24 a3 = —ax X —bysy —cz4 2 (8d) O1II
Bis = (z4+3) aityar—(u—3)a = a(zs+3) K+bpuy—c(za—1)2 (8d) oIl
Big = Tqay — <y4 — %) as + 24 a3 = argsX —0b (y4 — %) V+czaZ (8d) oIl
Bzo = —(334—%) a; + (y4+%) as + = —a (334— %) >‘<+b(y4+%) }7+c (Z4+%) Z (8d) OII
(24 +3) as
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