Paralstonite (BaCa(CQOg3)s) Structure:
AB2CD6 hP30 150 e c2d f 3g-001

This structure originally had the label AB2CD6_hP30_150_e_c2d_f_3g. Calls to that address will be redirected here.
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e BaCa(COg3)y comes in a variety of crystal structures (Spahr, 2019):

— Imonoclinic barytocalcite, space group P2;/m #11,

character of barytocalcite.

trigonal paralstonite, space group P321 #150| (the current structure),
triclinic alstonite (space group P1 #1 or P1 #2) (Sartori, 1975), and

a new monoclinic structure, space group C2 #5, synthesized by (Spahr, 2019), and lacking the centrosymmetric

e We were unable to obtain a copy of (Effenberger, 1980), so we use the data provided by (Downs, 2003).

Trigonal (Hexagonal) primitive vectors

a3 = %afc — @ay
as = %afc + ?ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 c 7 (2¢) CI
B, = —2z1 a3 —c21 2 (2¢) CI
By = jai+3ax+ a3 %ai—&—%ay—i—c&i (2d) cI
By = 2a,+1a,—za lax—Lay —cni (2d) CII
Bs = %al—i—%ag—l—zgag %a&—&—?ay—i—cz;gz (2d) CIII
Bg = %al—k%ag—zgag %aﬁ—?ay—czgi (2d) CIII
B, = T4a %am X — @am vy (3e) Bal
Bg = T4 s %a:m X+ gam y (3e) Bal
By = —T4a; — Ty4as —ars X (3e) Bal
Bio = T5a; + % as %ax5 X — ?am@ v+ %ci (3f) Cal
By, = z5a + 3 as laxs X+ @am}*w— sc2 (3f) Cal
B = —Trsa; — Tsas + % as —axs X+ %02 (3f) Cal
Bz = Tgay + yYgas + 2¢ as %a(mﬁ—&—yg) X — @a (6 —ys) ¥ + cz6 Z (6g) Ol
By = —ysal + (16 — Ys) a2 + 26 a3 ta(wg — 2ys) X + ?axf; v+ cz2 (6g) 01
Bis = —(z6—ys) a1 — Tgaz + 26 a3 —1a (226 —ys) X — @ayg}*w—czﬁi (6g) 01
Bis = Yo a1 + Tg a2z — 26 a3 sa(ze +ys) X+ §G($6 —Y6) § — 26 2 (6g) Ol
Bir = (z6 — ys) a1 — ysaz — z¢ as 3a (6 — 2ys) X — ?axﬁy — 262 (6g) 01
Big = —z¢a1 — (76 —ys) a2 — 26 a3 —35a (2z6 — ys) X + @aysf’ —c26Z (6g) OlI
By = r7ay +yraz + 27 as la(er +yr) & — La(wr—yr) §+exi (6g) on
B2 =  —yrai+(z7—y7) azx+27a3 la(zr —2yr) &+ Larr § + cxr 2 (6g) O1I
B2a1 = —(z7r—y7) a1 —wraz+zray —5a(2x7 —y7) X — @ayﬂ? ez (6g) Ol
Boz = yray +x7ag — zras sa(zr +y7) X+ ?G (7 —y7) ¥y —czr 2 (6g) oIl
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Bos = (x7 —y7) a1 —yras — zr ag = %a (x7 — 2y7) X — \g‘g’aaw y—czz (6g) OlII
B2y =  —wra;—(v7—yr)az—zra3 = —la Qs —yr) K+ Lay; § — czr 2 (6g) O1I
Bas = Tgay + Ysag + zgas = ja(rs+ys) X — ?a(fﬂs —ys) ¥ +czs Z (6g) O III
B2 = —ysa; + (s — ys) a2 + zz as = sa(ws — 2ys) X + @axg ¥+ c2sz (6g) O III
Bar =  —(v3—ys) a1 —agaz +23a3 = —3a(2zs —ys) X — @ayg ¥tz (6g) O I
Baos = ysai + Tgaz — zgas =  fa(zs+ys) X+ @a (8 —ys) § — 232 (6g) O 11T
B2y = (s —ys) a1 —ysaz — 2z a3 = sa(zs — 2ys) X — ‘faxg y—c2z (6g) O III
B3y = —zga; — (rg — ys) as — 2g ag = —3a(2z3 —ys) X + ?ayg Y —czZ (6g) O III
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