SrHy (C'29) Structure:
A2B oP12 .62 2¢_c-004

This structure previously used the label(s) A2B_oP12_62_2c_c.SrH2. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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Prototype H5Sr
AFLOW prototype label A2B_oP12.62_2c_c-004
Strukturbericht designation C29
ICSD 69077
CCDC 1630963
Pearson symbol oP12
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=A2B_oP12_62_2c_c-004
——params=a, b/a, c/a, T1,21,X2,22,T3,%3

Other compounds with this structure
CaH,, EuD,, YbH,
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We use this SrHs as the prototype for the hydrides with this structure.

The ternary form of this structure is MnCuP. See that structure for similar ternary compounds.

PbCly (C23), HgCly (C25), StHs (C29), (CosSi (C37), and |SrBry (C53)| all share the same AFLOW label,
A2B_0oP12.62_2c_c. The structures are generated by the same symmetry operations with different sets of parameters
(--params) specified in their corresponding CIF files.

e We have updated the reported structure from (Roop, 2013) to use the actual structure from (Brese, 1990). The sample
studied used deuterium.

Simple Orthorhombic primitive vectors

a3
e
a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a1+%a2+zla3 = axl)*(Jr%berczli (4c) HI
B, = —(ml—%) al—&—%ag—&— = —a(xl—%)fc—i—%by—i—c(zl—f—%)i (4¢) HI
(21 + %) as
B; = —z1a;+ Sa; — 2 a3 = —az1 X+ 3b§ — 2 2 (4c) HI
By = (m+3)a+tia—(a1—3)a; = a(zi+3)&+3by—c(a1—13) 2 (4c) HI
By = x2a1+ia2+22a3 = angi—i—iby—i—czQZ (4¢) HII
Bg = —(.%‘2—%) al—&—%ag—&— = —a(acg—%)fc—i—%by—i—c(zg—i-%)i (4c) HII
(22 + %) ag
B, = —T9a; + % as — 2o as = —are X + %by —c29 % (4¢) HII
Bg = (ngr%)alJr%an(fo%)ag = a(:c2+%)5{+ibyfc(227%)2 (4c) HII
By = "E3a1+i32+2333 = a:vgi—i—%by—i—czgi (4¢) Sr1
Bio = —(z3—3) ar+3as+ = —a(zs3—3) X+ 3by+c(z+3)2 (4c) Srl
(z3 + %) ag
Bi1 = —xza + % ar — zz ag = —ar3X + %by —cz37Z (4¢) Sr1
Biz = (z3+3)ait+ita—(-3%)a = a(zs+3) &k+3by—c(s—13) 2 (4c) Srl
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