K3T10162HQO <J31) Structure:
A6B2C3D t1168 139 egikl2m ejn _bh2n act-001

This structure originally had the label A6B2C3D_tI168_139_egikl2m ejn_bh2n_acf. Calls to that address will be redirected here.
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Prototype Clg(H20)2K3T1

AFLOW prototype label A6B2C3D_t1168_139_egikl2m _ejn_bh2n_acf-001
Strukturbericht designation J31

ICSD 31681

Pearson symbol t1168

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command  aflow --proto=A6B2C3D_tI168_139_egikl2m_ejn_bh2n_acf-001
“Params=a,c/a,24,2’5,27,93871’9,1310,3311,3312,3/12,131372137$1472’1473/1572’157241672167
Y17, 217

e The positions of the hydrogen atoms in the water molecules were not determined, so we only provide the positions of the
oxygen atoms (labeled as H20).
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Body-centered Tetragonal primitive vectors

a; — —%ai—i—%a“—i—%ci
as = %ai—%ay—i—%ci
ag = %aﬁ—f—%ay—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = 0 = 0 (2a) Tl 1
B, = sa;+3ap = $cz (2b) KI
Bs; = la;+1a; = lay (4c) T11I
By, = %az + %ag = %afc (4¢) T1 11
Bs Zaa1 + 24 A = Ccz4 7 (4e) ClI
Bg = —Zia] — 24 A2 = —C24 Z (4e) ClI
B, = zs a1 + 25 as = cz5 % (4e) HI
Bgs = —zsa; — 25 as = —C25% (4e) HI
By sa;+jax+ 3as = jaX+jay + jc (8f) T1 I
Bio = 1a; = ja%+ tay — fcz (8f) T1 I
B = %al = f%ai{ + %a v + %ci (8f) TI II1
Bz = %ag = iai— iay—i— ici (8f) T1 111
Bis (27+3) a1+ 2zraz + 3 a3 = 1ay +czr2 (8g) ClII
By = zrag + (z7 + %) as + %ag = %afc +czr Z (8g) Cl1I
By = - (27 — %) a; —z7as + %ag = %ay —czrZ (8g) ClII
Big = —zra] — (27 - %) as + %33 = %ai —car Z (8¢) CliI
By, = Tgay + Tgas + 2xg ag = arg X + argy (8h) KII
Bis = —rga] — Tgas — 2Tg as = —axrgX — axrgy (8h) KII
By = Tga] — Igas = —axg X+ axgy (8h) KII
By = —Tgai + xgas = argX —argy (8h) KII
By, = Tgas + Tg as = axg X (81) Cl 111
By = —Zgag — Tgas = —azxg X (81) Cl 111
Bos = Tgaj + Tgas = axyy (8i) Cl1 111
Boy = —Zgaj; — Xgas = —axgy (81) Cl 111
Bzs = %al + x10a2 + (3310 + %) as = ar1pX + %ay (8i) H 11
Bog = %al — Tipag — (5810 — %) as = —azxigX + %ay (8j) HII
By = Tioa + %ag + ($10 + %) as = %afc +azrpy (8j) HII
Bs = —wmppar+gzay— (zi0—3)ag = saX —azriy (83) HII



Bag

B30

Bs2

B33

Bsy

Bss

B36

Bss
Bso
Bao
Ba
B2
Bas
Baa
Bys

Buys

Byr
Bus
Buao
Bso
Bs1

B52

Bss

B54

Bse
Bsr
Bss

(In + %) a; + (111 + %) az +
(2z11 + %) ag
(=) (- 1) aa
(211 1) a0
($11 + %) a; — ; (xu - *) ag +

283

7(17117 %) a; + (1‘114’%) as +

1
243

— (w1 —3) ar— (21— ) ar -
2r11 — 3) as

1
1
(
(3311 i) a; + (1‘11 + ) ag +
(2
3
1

11 + )
(!En ) al + (In + ) az +
7a3
(3311 + %) (5611 - l) ag +
283

yizar + 128z + (T12 +y12) A

—y1z a1 — r1282 — (12 + Y12) a3
Ti2a1 — Y1282 + (T12 — Y12) a3
—T12a; + Y1282 — (T12 — Y12) A
Yi2a1 — T2z — (T12 — Y12) a3
—y1z a1 +r1282 + (712 — Y12) a3
Ti281 + Y1282 + (12 +y12) @

—T12a; — Y1282 — (12 + Y12) a3

(x13 + z13) a1 +
(x13 + z13) a2 + 213 a3

— (713 — z13) a1 —
(13 — z13) az — 213 a3

(13 + 213) a1 — (v13 — 213) A2
—(z13 — 213) a1 + (v13 + 213) A

(713 — z13) a1 — (713 + 213) A2
— (213 + 213) a1 + (T13 — 213) A2

(x13 — z13) a1 +
(x13 — z13) a2 + 213 a3

— (213 + 213) a1 —
(x13 + z13) ag — 2z13 a3

(x14 + 214) a1 +
(14 + z14) A2 + 2z14 A3

- ($14 - 2’14) a; —
(14 — 214) @2 — 2x14 A3

(x14 + z14) A1 — (T14 — 214) A2
— (z14 — 2z14) A1 + (14 + 214) A2
(214 — z14) a1 — (T14 + 214) A2

— (14 + 214) a1 + (T14 — 214) A2

—ary Xk —a(zy —3) §+icz
—a(rn —3) R+axny + jci
a(zy+1) k—av §+ tez
—a(zy1—3%) X—az 9+ 1c2
a(r+3) K+axn §+ jc2
ary X —a(z11 — 3) §+ tez

—ar;1X+a (;Uu + %) v+ %ci

ariz X+ ayi2 y
—ar12X —ayi2 §
—ay12 X +ar2y

ayi2 X —ar2y
—ar12 X+ ayi2 §

ar12X —ay2 §
ay12 X +ar2y
—ayi2 X —ari2y

ari3 X + ax13 y + cz13 Z

—axr13X —axr13y +cz132

—axri3 X+ aris 5’ + cz13 Z
aris X — aris 5’ + cz13 Z
—axr13X + axr13y —cz13Z
ari3 X — ari3 y — CZ13 Z

arq3 X + axi3 y — CZ13 Z

—axr13X —axr13y — cz13Z

axi4 b'e + axrig y + cz14 Z

—ar14X — ax14Y + 214 Z

—ar14 X+ ax14y +cz14 Z
axrig X — axriq y + cz14 Z
—ar14 X+ ax14 Y — Cc214 Z

a4 X — a4 S’ — CZ14 Z

Cl1IV

Cl IV

ClIV

ClIV

ClIV

Cl1V

Cl1IV

ClIV

clv
Clv
Clv
clv
clv
Clv
Cclv
clv
Cl VI

Cl VI

Cl VI
Cl VI
Cl VI
Cl VI
Cl VI

Cl VI

Cl VII

Cl VII

Cl VII
Cl VII
Cl VII
Cl VII



Bsg =

BGO =

Be1

B62 =
B63 =

Bea

Bes =
Bes =
Ber =
Bes =
Beo =
Bro =
B =

B2

Brs =
Bry =
Brs =
Bre =
B =
Brs =
Bry =
Bso =
Bs1 =
Bs2 =
Bgs =
Bss =
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(x14 — 214) a1 +
(14 — z14) A2 + 2z14 A3

— (214 + 214) A1 —
(x14 + 214) a2 — 2214 A3

(Y15 + 215) a1 + z15 a2 + Y15 a3
—(y15 — 215) a1 + 21582 — Y15 a3
zisa; — (Y15 — 215) a2 — Y15 a3
zis a1 + (Y15 + 215) a2 + Y15 a3
(Y15 — 215) a1 — z15 @2 + Y1523
— (15 + 215) a1 — 21582 — Y15 A3
—zisa1 + (Y15 — 215) a2 + Y15 a3
—zisa1 — (Y15 + 215) a2 — Y15 a3
(Y16 + 216) a1 + 216 a2 + Y16 a3
— (Y16 — 216) a1 + 216 @2 — Y16 A3
zi6a1 — (Y16 — 216) A2 — Y16 a3
z16 a1 + (Y16 + 216) a2 + Y16 a3
(Y16 — 216) a1 — 216 a2 + Y16 a3
— (Y16 + 216) a1 — 216 2 — Y16 A3
—z16a1 + (Y16 — 216) A2 + Y16 a3
—z16 a1 — (Y16 + 216) A2 — Y16 a3
(Y17 + 217) a1 + z17 a2 + Y17 a3
— (17 — 217) a1 + 21782 — Y17 a3
ziray — (Y17 — 217) a2 — Y17 a3
zizay + (y17 + 217) a2 +yi7 a3
(Y17 — 217) a1 — z17@2 + Y17 a3
— (17 + 217) a1 — 21782 — Y17 A3
—zirar + (Y17 — 217) a2 +yi7 a3

—z17a1 — (Y17 + 217) a2 — Y17 asg
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axriq b'e + ariy y — CZ14 Z

—ar14X — ax14Y — C214 Z

ayisy + cz15 2
—ay15y +cz152
—ayis b'e + CZ15 Z

ayis X + cz15 Z

ayis ¥ — c215 2
—ay15y — cz152

ay1s X — cz15 Z
—ay15 X — c215 Z

ayie y + c216 Z
—ay16 ¥ + cz162
—ay16 X + c216 Z

ay16 X + cz16 Z

ayi6y — cz16 2
—ay16y — cz162

ayi1e X — c216 Z
—ay16X — c216 2

ay17y +c27z
—ay17y +cz17 2
—ay17 X + c217 Z

ay17 X+ cz172

ay17y — cz17Z
—ay17y —cz17 2

ay17X — cz17 2

—ay17X —c2172

(16m)

(16m)

Cl VII

Cl VII

H III
H III
H III
H III
H III
H III
H III
H III
K III
K IIT
K III
K III
K III
K III
K III
K III
K1V
K1V
K1V
K IV
K1V
KIV
K1V
K IV
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