Vesuvianite (CajgAly(Mg,Fe)sSigO34(OH)y, S23) Structure:
A4B10C2D34E4F9_tP252_126 _k_ce2k f h8k_k_d2k-001

This structure originally had the label A4B10C2D34E4F9_tP252_126_k_ce2k_f_h8k _k_d2k. Calls to that address will be redirected here.
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e Vesuvianite, also known as idocrase, comes in a variety of compositions and structures, see e.g., (Allen, 1992) and
(Rucklidge, 1975) and references therein. For our example we use the original structure of (Warren, 1931), where the
magnesium (8f) site is filled by a random (Mg,Fe) alloy.

e The positions of the hydrogen atoms in the OH ions were not determined, so we only give the positions of the oxygen
atoms (labeled as OH).
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Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = la; +3a5+ 3ay = ja%k+3ay+dca (4c) Cal
B, = 3a;+Lag + 3ay = jaX+ jay + ez (4c) Ca
B; = 3a;+Lag+ lag = Jax+ jay + ez (4c) Cal
By, = Jar+3a+tag = 10X+ jay + ez (4c) Cal
By - Lay + 2a, - tas+ day (1) siT
B, — Say +La - lax+ lay (1) sil
B, = %al—l—%az—f-%ag = ia;‘(—f—%ay—i—%cz (4d) Sil
Bg = Sa;+tay+1ag = SaRk+ jay + 5c2 (4d) Sil
By = 1a;+1as+ 2343 = 10X+ jay +czsi (4e) Ca Il
Bio = jart+ia— (23— 3) as joX+ g0y —c(z—3) 2 (4e) Ca 11
By, = 3a;+3a;— 2343 = Sax+3ay —ca2 (4e) Ca Il
B2 = Saj+3ay+ (234 3) as = fax+fay+e(s+ts)2 (4e) Call
Bis = 0 = 0 (8f) Mg I
By = %al + %32 = %afc + %ay (8f) Mg I
Bis = a1 = 0% (8f) Mg 1
Bis — La, - say (8f) Mg I
B,r = l1a;+1a; = lax+ ez (8f) Mg I
Bis = l1as+1a; = 30§ + 32 (8f) Mg I
By = %33 = %ci (8f) Mg I
By = laj+iar+1ag = ja%+ jay + 3c2 (8f) Mg I
By, = z5a; + 25ax + 1 ag = azs X + ars§ + 2 (8h) Ol
By, = —(25—3) a — (x5 —3) a2+ = —a(rs— %) K—a(xs—3) §+ jc2 (8h) Ol
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z8 + %) as

By = Tgai + Yo as + zg as = argX+ayey + cz9z (16k) OII

Brs = —(Ig—%) al—(yg—l) ap + = —a(x —%)&—a(yg—f)y—&—czgz (16k) O1II
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Bry = —(yo—3) a1 +2gas + 29 a3 = —a(yo— 1) X+ awg§ + czo 2 (16k) O1II
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(20 —3) as
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