SroAssOr Structure:
A2B7C2 tP88_78 4a_14a 4a-001

This structure previously used the label(s) A2B7C2_tP88_78_4a_14a_4a. Calls to these addresses will be redirected here.
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Prototype As,07Sry

AFLOW prototype label A2B7C2_tP88_78_4a_14a_4a-001
ICSD 190008

CCDC 972785

Pearson symbol tP88

Space group number 78

Space group symbol P44

AFLOW prototype command aflow --proto=A2B7C2_tP88_78_4a_14a_4a-001
--params=a, ¢/a, 1, Y1, 21, T2, Y2, 22, T3, Y3, 23, T4, Yd, 24, T5, Y5, 25, T6, Y6, 26, L7, Y7, 27,
T8, Y8y 28,19, Y9529, L105 Y105 210, L11, Y11, 211, 12, Y12, 212, T13, Y13, 213, T14, Y14, 214, 15, Y15, 215,
L165 Y16, 216, L17, Y17, 217, L18, Y18, 218, L19, Y19, 219, L20, Y20, 220, L21, Y21, 221, L22, Y22, 222

e This structure may also be found in the enantiomorphic space group P4, #76.

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as = ariX+ayy+cxz (4a) As 1
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—yra; +x1a2+ (21 + 3) a3
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—ysa1 +x5a2 + (25 + 2) ag
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Ysay — Tgaz + (Zs-i-%) as
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—zga; —Yoas + (29 + 3) as
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Tirar + Y az + 211 a3
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—y12a; + 128 + (212 + 2) a3 —ayi2 X +are§ +c(z2+3) 2
Yi2a1 — Ti2@z + (2124-%) as aylgi—a$12y+0(212+i) Z
ri3a1 + Y13 a2 + 213 a3 ari3X +ay13y + cz132
—wi13a; —yizaz + (213 + 3) ag —ari3X —ayi3y +c(z3+3) 2
—yisar +z13az + (213 + 3) ag —ayisX+ar3y +c(zs+3) 2
Yizar — Ti3az + (2134‘%) as Gy13i—a$13y+0(2’13+i) Z
g1 +y1aa + 214 a3 ariaX +ay1ay + cz14 2
—Tiaa1 —Yradg + (2’14 + %) as —ar1a X —ay1a§ +c (214 + %) Z
—Yuaas +Tigaz + (214 + %) az —ayuuX+aruy +c (2’14 + %) Z
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Bgs = Yo1 a1 — Toy A + (221 + %) a3 = ays1 X —ara1 §+c¢ (221 + i) Z (4a) Sr 11

Bss = Toz A1 + Y22 A2 + 222 A3 = aror X+ aysn § + czo2 2 (4a) Sr IV

Bgg = —a22a; —ypas+ (222+3) as = —axpX —ayn § +c (22 + 3) 2 (4a) Sr IV

Bs7y = —yxa;+xas+ (2’22 + %) a3 = —ay2 X +arny +c (222 + %) Z (4a) Sr IV

Bgs = Yoo A1 — Too Az + (222 + %) a3 = Yo X —azro § + ¢ (222 + i) Z (4a) Sr IV
References

[1] A. Mbarek and F. Edhokkar, The P43 enantiomorph of SraAs2O7, Acta Crystallogr. Sect. E 69, i84 (2013),
doii10.1107/51600536813031619.

Found in

[1] P. Villars and K. Cenzual, Pearson’s Crystal Data — Crystal Structure Database for Inorganic Compounds (2013). ASM
International.

First cited in

D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: 10.1016/j.commatsci.2018.10.043


https://doi.org/10.1107/S1600536813031619
http://dx.doi.org/10.1016/j.commatsci.2018.10.043

s R Nop T

I AC S



