Swedenborgite (NaBe,SbO7, E9;) Structure:
A4BC7D_hP26_186_ac_b_a2c¢_b-001

This structure originally had the label A4BC7D_hP26_186_ac_b_a2c_b. Calls to that address will be redirected here.
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Prototype BeyNaSbO,

AFLOW prototype label A4BC7D_hP26_186_ac_b_a2¢_b-001
Strukturbericht designation E9,

Mineral name swedenborgite

ICSD 27599

Pearson symbol hP26

Space group number 186

Space group symbol P63mc

AFLOW prototype command aflow --proto=A4BC7D_hP26_186_ac_b_a2c_b-001
--params=a, ¢/a, 21, 22, 23, 24, T5, 25, T6; 26, T7, 27
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Other compounds with this structure
CaBa(FeaMny)Or, CaBaCo3zAlO7, CaBaCozFeOr, CaBaCo3Zn07, CaBaCosOr, CaBaFe 07, EraSiyNgC, Ho2SiyNgC, TheSiyNgC,
YQSi4NGC, YBaC03A107, YBaC03FeO7, YBaCO4O77 YBaMn3A107, YbQSi4N6C7 YbBa814N7

e The actual composition of the studied sample is (Nag ggCag.04)BesSbO7, with the sodium (Na-I) site containing 89%
sodium, 4% calcium, and 7% vacancies.

e Space group P6s3mc #186 does not fix the origin of the z-coordinate. Here the position of the antimony atom (Sb-I) is set
so that z4 = 0.

e The ICSD entry is from (Pauling, 1935).

Hexagonal primitive vectors

a; = %afc — @ay
as = %afc + @ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz21 Z (2a) Bel
B, = (zl + %) as = c (z1 + %) Z (2a) Bel
B; = 2o a3 = czo Z (2a) Ol
B, = (ZQ + l) as = c (22 + %) Z (2a) Ol
B; = 7a1—|— 2a, + 23 a3 = %ai—&—?ay—i—cz;;i (2b) Na I
Bg = %al+§ag+(z3+§) as = %a&—%ay—l—c(zg—i—%)i (2b) Nal
B = a1+ 3ax+zag = sa%x+Fay +cuz (2b) Sbl
Bs = Z2aj+ias+ (24 + 3) as = fax—Yay+c(u+i)2 (2b) Sb1
By = Tsa] — T ag + 25 as = —V3Baxs § + cz5 2 (6¢) Be II
B = Tsa; + 2x5 as + 25 as = gax5 X+ fa:v5 V+czz (6¢) Be II
B = —2r5a; —r5az + 25 a3 = *§QI5X+ fax5y+c,Z5z (6c) Be II
B = —z5a; +asax + (25 + 3) as — V3azs g+ ¢ (25 + 3) 2 (6¢) Be II
Bz = —rsa; — 2r5as + (Z5 + %) as = —%aacg)f( — @awsy +ec (25 + %) 2 (6¢) Be II
By = 2z5a; + T5as + (25 + %) as = %axs X — @aws y+ec (25 + %) Z (6¢) Be II
Bis = Tga) — Tgas + zgas = —V3axgy + cz6 2 (6¢) OlII
B = Tga + 2xg as + 2g as = §ax6§<+ ﬁaxf;y—kczei (6¢) O1II
By = —2x6a1 — Tgas + 26 as = —§ax X+ faxg ¥+ c26Z (6¢) oIl
Bis = —xga) + xgas + (26 + %) as = V3axgy + ¢ (26 + 5) Z (6¢) OII
By = —rga; — 2xgas + (26 + %) as = *%CLIE@)A{ - @axﬁy +c (26 + %) Z (6¢) OlII
Bay = 2zga; + xgaz + (26 + 3) a3 = Sawe %k — @a%y +c(2+ 1) 2 (6¢) oIl
By = T7ay — T7ag + z7as = —V3Bax7§ + czr 2 (6¢) O III
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By = r7a; + 2z ay + 27 as = sax7 X+ 5rare§ +czr i (6¢) O III

Bos = —2x7a; — x7as + 27 as = —%aw X+ @am y+czr iz (6¢) O III

Boy = —x7a; +x7as + (27 + %) as = V3azr § + ¢ (z7 + %) Z (6¢) O III

Bos = —x7a; — 2x7as + (27 + %) as = —%aawfc — @aawy +ec (z7 + %) Z (6¢) O III

Bog = 2z7a; + x7as + (Z7+ %) as = %axﬂ“cf §a$75’+6(27+ %) Z (6¢) O III
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