S34(1T) (Catapleiite, NagZr(SiO3)3-HoO) Structure (Obsolete):
A3B2C9D3E _hP36.194 g f hk h a-001

This structure previously used the label(s) A3B2C9D3E_hP36_194 g f hk h_a. Calls to these addresses will be redirected here.
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AFLOW prototype label A3B2CI9D3E_hP36.194_g_f hk_h_a-001

Strukturbericht designation S534(1II)
Mineral name catapleiite
Pearson symbol hP36
Space group number 194
Space group symbol P63 /mmc

AFLOW prototype command aflow --proto=A3B2C9D3E_hP36_194_g f _hk_h_a-001
--params=a, c/a, 22, T4, T5, T, 26

e This hexagonal structure has been superseded by [the monoclinic structure of (Ilyushin, 1981). We present it here for
historical interest.

e We were unable to procure the original reference, so we use the data provided by (Gottfried, 1937).

Four of the (6g) sites are randomly occupied by water molecules.

(Gottfried, 1937) originally gave the Strukturbericht designation S34 to lchabazite, but (Gottiried, 1940) gave it to this
structure of catapleiite. We distinguish between the two cases by using S34(I) to designate chabazite and S34(II) to
designate catapleiite.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Zr 1
B, = 1ag = icz (2a) Zr 1
By = za;+ 2a+ 2 a3 = %afc—&—%aA—i—czQi (4f) Nal
B, = %314—%32—!-(2’24-%) as = %ai—%ay—kc(@—l—%)i (4f) Nal
Bs = fa+3a,— a3 = %a&—gay—a@i (4f) Nal
Be = %314—%32—(2‘2—%) as = %afg—i—%ay—c(zz—%)i (4f) Na I
B, — La, - lax— Y3ay (6g) HI
By — 1a, - lag+ Lay (6g) HI
By = laj+1ia - 3a% (Ge) 1l
Bio = 1a;+1ag = %a&—@ay—i—%ci (6g) HI
B, = la,+1ay - lag+¥3ay + Lea (6g) H1
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B2 = zai+ga+ga; = saX+ 5cz (6g) H1
Bz = Taa; + 2z4ag + iag = %ami—i— gauy—f— %ci (6h) Ol
By = —2r4a1 — T4a0 + %3.3 = —%amf{ + ?am v+ %ci (6h) 01
Bis = Tia) — Tqag + %33 = —V3az,§ + ici (6h) OI1I
B = —z4a; — 2x4a9 + %ag = f%au X — @au v+ %cﬁ (6h) Ol
By = 2z4a; +z4ag + %ag = %am)‘(— ?amy—f— %ci (6h) (O
Bis = —x4a] + x40 + % as = V3azx,§ + %ci (6h) OI
Big = Tsa; + 2x5as + i as = %aaj5 X+ ?am v+ ici (6h) Sil
By = —2x5a; — Tsas + %ag = f%az5§<+ @axg,er %02 (6h) Sil
By = Tsa; — Tsag + i as = —V3azs§ + ici (6h) Sil
By = —x5a; — 2T5as + % as = —%aa:5 X — ?a% v+ %ci (6h) Sil
Bos = 2z5a; +rs5az + %8.3 = %amp‘c— @am@“ﬂ— %ci (6h) Sil
Boy = —z5a; +a5as + S ag = V3azs§ + 3c2 (6h) Sil
By = Tea; + 2z as + 26 as = %axﬁ X+ @axG Y+ cze2 (12k) O1II
Bog = —2xga; — Tgas + 26 as = —%axg X+ @axg V+czz (12k) O1II
Bar = Tga] — Tgas + 2 as = —V3axgy + cz6 2 (12k) O1II
Bos = —2ga; — 2xgas + (26 + %) as = *%CL.’K(;)A( — @a%y +c (26 + %) Z (12k) OlII
By = 2z a1 + Tgas + (26 + %) as = %awgi — @a%y +ec (zG + %) Z (12k) oIl
Bso = —wga; +xgaz + (2 + 3) as = V3azgy +c(z+3) 2 (12k) oIl
B3, = 2T¢ a1 + Tgaz — 2 a3 = %axﬁ X — @aazﬁ ¥ —cz62 (12k) OlII
B3>, = —Tga; — 2xgas — 2g as = —%awG X — ?axﬁ Y —cz52 (12k) O1II
B3z = —2ga] + Tgay — 26 A3 = V3aze§ — cz6 2 (12k) O1II
B3y, = —2xga] — Tgag — (26 — %) as = —%axﬁfc + @a%y —c (z6 — %) Z (12k) O1II
Bss = Tgay + 2xgas — (26 - %) as = %axﬁi + @a%y —c (26 — %) Z (12k) OlII
B3 = Tga] — TgaAg — (zG — %) as = —V3Bazg§y — ¢ (26 — %) Z (12k) O1II
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