Hydrophilite (CaCly, C'35) Structure:
AB2_0P6_58_a_g-001

This structure previously used the label(s) AB2_oP6_58_a_g.CaCl2. Calls to these addresses will be redirected here.
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Prototype CaCl,

AFLOW prototype label AB2_0P6._58_a_g-001
Strukturbericht designation C35

Mineral name hydrophilite

ICSD 26686

CCDC 1602076

Pearson symbol oP6

Space group number 58

Space group symbol Pnnm

AFLOW prototype command aflow --proto=AB2_oP6_58_a_g-001
--params=a, b/a, c/a, xa,ys
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Other compounds with this structure
Bng, CaBrQ, CaClg, COQC, CI"C]Q7 COQN7 CI‘O27 MgFg, FGOQ, GGOQ, MgFQ, MHFQ, 1\/11’1027 NiFQ, PbOQ, PtGeg, PtOQ, RUOQ,
SiOQ, SHOQ, VO27 YbBI‘g, ZI‘OQ

e Hydrophilite (CaCls, C35), n-FesC, and marcasite (FeSa, C'18)| have the same AFLOW prototype label, AB2_0oP6_58_a_g.
They are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

Simple Orthorhombic primitive vectors

a2

alJ_aa

a; = axX

az = by

ag = cZ

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Cal
B, = %al—k%ag—&-%ag = %afi—i—%by—i—%ci (2a) Cal
B = ZToay + Yo ag = ars X+ bys ¥ (4g) Cll
By = —Taa; — Yo a2 = —ar2X —by2 ¥ (4g) Cl1
Bs = —(z —%)a11+(y2+%)a2+ = —a(ze—3) X+b(y2+3) §+3c2 (4g) Cl1
2 a3

Bg = (z2+3)ai—(y2—3)as+za; = a(za+3) %X—b(y2—3) §+3c2 (4g) Cl1
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