KyCuCly - 2H50 (H4,) Structure:
A4BC4AD2E2 tP26.136 fe a j d e-001

This structure originally had the label A4BC4D2E2_tP26_136_fg_a_j_d_e. Calls to that address will be redirected here.
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Prototype Cl4CuH4 K504

AFLOW prototype label A4BC4D2E2_tP26_136_fg_a_j_d_e-001
Strukturbericht designation H4,

ICSD 16052

Pearson symbol tP26

Space group number 136

Space group symbol P4y /mnm

AFLOW prototype command  aflow --proto=A4BC4D2E2_tP26_136_fg_a_j_d_e-001
--params=a, ¢/a, 23, T4, T5, Le, 26

Other compounds with this structure
RbgCuCI4 . QHQO, (NH4)QCUCI4 . QHQO, (NH4)QCHBI‘4 . 2H2O

Simple Tetragonal primitive vectors
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a; = ax

az = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B:, = 0 = 0 (2a) Cul
B, = %a1+%a2+%ag = %achr%aer%ci (2a) Cul
B; = %ag—i—iag = %ay—i—%ci (4d) KI
B, = Fas+ 3 ag = 30y + 3cz (4d) KI
Bs = la;+1a; = lax+ tez (4d) KI
Bsg = %al—i—%ag = %ai—l—%ci (4d) KI
B, = z3 a3 = cz3 % (4e) Ol1
Bs = %31—1-%32—1-(23—"-%)&3 = %ai—&—%a&—&—c(zg—!—%)i (4e) Ol
By = %314*%&27(2’37%)33 = %a}“{+%ayfc(23f% Z (4e) (OB
By = —z3 a3 = —c23% (4e) OI
By1 = T4a1 + T4 a0 = ars X+ aryy (4f) Cll
B, = —T4a; — Ty as = —aryX —axryy (4f) ClI
Bz = 7(1'475) a11+ (1’4+%) a+ = —a (1‘47%) i+a(x4+%) er%cﬁ (4f) Cll
2343
Bis = (m—i—%) al—(x4—%) ag—&—%ag, = a(m—&-%)i—a(m—%)y—i—%ci (4f) Cl1
By = Tsa; — Tsas = arsX —arsy (4g) Cl1I
B = —Tsay + 5 ag = —axs X+ axrsy (4g) ClII
By = ((Es-’-%) a1+(x5+%) az—&—%ag = a(xg,—&-%))‘(—i—a(xg,—l—%)y—f—%ci (4g) Cl1I
Bigs = - (x5 — %) a11_ (x5 — %) a+ = —a (x5 — %) X—a (x5 — %) y + %ci (4g) ClII
283
By = Tgay + Tgas + zg as = axgX +argy + cz6 2 (8j) HI
By = —Zga] — Tg A + 26 Az = —axgX — axgy + cz¢ Z (8j) HI
Bar = —(ws—2)ar+(ess+3)ac+ = —a(ze—3) %ta(ze+3) J+c(z+3) 2 (8j) HI
(26 +3) as
B2y = (x6—|—%)a1—(m6—%)a2+ = a(xg—k%)ﬁ—a(x6—%)y+c(zs+%)2 (8j) HI
(26 + 3) a3
Bas = — (w6 — %) ar + (w6 + %) ay— = —a(wg— %) %+a (z6 + %) y—c (26 — %) Z (8j) HI
(26 — 3) as
B2y = (xg—l—%)al—(xg—%)ag— = a(;vﬁ—i—%)ﬁ—a(xﬁ—%)y—c(zg—%)i (8j) HI
(26 — 3) as
Bos = Tga + Tgag — 26 a3 = argX +argy — czg Z (8j) HI
Bog = —Tga] — Tg Ay — 26 A3 = —argX — axgy — c26 Z (8j) HI
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