CaO9(H50)g Structure:
AB8C2 tP22 124 a n h-001

This structure previously used the label(s) AB8C2_tP22_124_a n h. Calls to these addresses will be redirected here.
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Prototype Ca(H20)g04

AFLOW prototype label AB8C2_tP22_124_a_n_h-001
ICSD 38168

CCDC 1608877

Pearson symbol tP22

Space group number 124

Space group symbol P4/mce

AFLOW prototype command  aflow --proto=AB8C2_tP22_124_a_n_h-001

--params=a, ¢/a, z3, T3, Y3, 23
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Other compounds with this structure
BI‘OQ(HQO)S, SI‘OQ(HQO)g

e This structure was proposed by (Shineman, 1951) to replace the |[F65 SrOo(H0)g structure. The unit cell is doubled in
the (001) direction, and the oxygens are now molecular.

Simple Tetragonal primitive vectors

a3
a; = ax
a = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1aj = ick (2a) Cal
B, = 3 ag = 3c2 (2a) Cal
B; = sa;+ 3as+ 243 = jaX+ay +cni (4h) OI
B, = laj+1ay— (22— 1) a3 = lax+iay—c(n—13)2 (4h) (O
By = %314*%32*2233 = %aﬁJr%ayfczQZ (4h) O1
Bg = %al—l—%ag—i—(zg—&—%) as = %ai—&—%ay—&—c(zg—i—%)i (4h) O1
B, = r3a; + yzas + 23 a3 = arz3X + aysy + cz32 (16n) HI
Bsg = —x3a; —Yysas + 23 as = —ar3X —aysy +cz3Z (16n) HI
By = —ysa; +rzas + z3as = —aysX+ar3y +cz3z (16n) HI
Bio = Ysa; — Tz as + 23 as = aysX —arsy +cz3z (16n) HI
By, = —z3a; +ysas — (23 — 1) a3 = —azsX+ay3y —c(z3— 3) 2 (16n) HI
B = T3a; — Yyzag — (237 %) as = azgfcfaygyfc(z?, — %) Z (16n) HI
Bis = ysa; +xzas — (23— 3) as = aysX+azzy —c (23— 1) 2 (16n) HI
By = —ysa; — Trzag — (23— %) as = —aygfi—aa:g&—c(zg — %) Z (16n) HI
By = —r3za; —yzas — z3as = —ar3X —aysy — cz3Z (16n) HI
B = r3a; + yzas — 23 as = arsX+aysy —cz3 (16n) HI
By = yYsa] — rzas — 23as = aysX —arsy —cz3 (16n) HI
Bis = —y3za; +x3as — z3as = —aysX +ax3y —cz3Z (16n) HI
By = r3a; — yszas + (Z3+%) as = aa:g,fc—aygy—i-c(z'g—!—%) Z (16n) HI
Bao = —zza; +ysas+ (23 + 1) a3 = —azsX+aysy+c(z+3) 2 (16n) HI
By = —ysa; —x3as+ (23 + 1) as = —aysk —axsy+c(z+3) 2 (16n) HI
B, = ysaj; + xrzas + (zg—i-%) as = aygfi—I—aJ;gy—i—c(z?,—i—%) Z (16n) HI
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