SroBesBoO7 Structure:
A2B2CTD2 _hP26_188.1 h cl ab-001

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.

https://aflow.org/prototype-encyclopedia/FFAL

https://aflow.org/prototype-encyclopedia/A2B2C7D2_hP26_188_i_h_cl_ab-001

B
Be
o
Sr
o \
e
a3 \
——b
4 Y N
Z'\ ° :
O,’./+ 4‘ ﬁ
aa . 20 |
Prototype BoBesO7Sry
AFLOW prototype label A2B2C7D2_hP26_188_i_h_cl_ab-001
ICSD 79025
CCDC 1639288
Pearson symbol hP26
Space group number 188
Space group symbol P6c2
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AFLOW prototype command

aflow --proto=A2B2C7D2_hP26_188_i_h_cl_ab-001

——params=a, c/a, Z44525,26,Y6, 26

Hexagonal primitive vectors

a; = %af{ — éay
as = %afc + ?ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Sr1
B, = 1ag = icz (2a) Sr 1
B; = %33 = ici (2b) Sr 11
By = 3ay = 3c2 (2b) Sr 11
By = ta;+ Zap = %a‘Jr%a“ (2¢) 01
Bs = taj+2a+1ag = lax+ %ay—i—%ci (2¢) Ol
B = sai+3ax+aag = ja%+Pay +eu (4b) Bel
Bs = tar+Zay— (24— 1) ag = %ai—!—%ay—c(,@—%)i (4h) Bel
By = %a1+%a2+(z4+%) ag = %ai+§ay+c(z4+%)2 (4h) Bel
Bio — lay+2a,—zay = lag+Lay —cuz (4h) Be I
By, = Za,+ Llay+z;5a4 = lag — ey 4 ez 2 (4i) BI
Bis = Zai+lay— (25— 1) a = lag—Bayg—c(z-1) 2 (4i) BI
Bis = Z2aj+3as+ (25 + 5) as = %ai—%ay—kc(%—f—%)i (44) B1
By = 2a;+ta; — 2543 = %ai—%ay—czg)i (4i) B1
Bis = Tea1 + Ys a2 + 26 a3 = ja(ze+ys) X — ?a(%‘ —Ye) ¥ +cze 2 (121) on
Bie =  —yeair+(v6—ys) azt+26a3 = La (w6 — 2ye) X+ Lazey + czo 2 (121) Oon
Bir = —(x6 —ys) a1 — Tgaz + 2 a3 = —1a(2z6 — ys) X — @aygy—i—cz(;i (121) O1II
Bis = Teal + YAz — (26 - %) as = %a (z6 +ys) X — @a (6 —y6) ¥ — (121) on
c (zG — %) Z
By = —Ye a1 + (T6 — Yo) az — = La(ws—2y6) X+ Lazey —c (26— }) 2 (121) on
26— 3) ag
Bz = — (x6 — Yo) a1 — Tgaz — = —la(2ms—ye) X— Laysy—c(—3) 2z (12) on
(26— 3) as
B2y = —ysar —zeaz + (26 + 3) as = —3a (z6 +ys) X — %a (6 —ys) ¥ + (121) oI
c (2'6 + 5) z
B2z = —(z6 — Y6) a1 + ysaz + = ga(—zs+2ys) X+ ?CWG y+c(z+3)2 (121) on

(20 3) 2



B23 = Te a1+(o:6 — yﬁ) a2+(z6 + %) as = %a (2I6 - y6) X — g&yﬁ y +c (ZG + %) Z (121) oIl

Bay = —Yea1 —Tgaz — Zg a3 = —%a(% +y6) X — @a(% —Y6) § — 26 2 (121) O1I

Bas = —(v6—Ys) a1 tysaz —2z6a3 = sa(—we + 2ys) X + @a% Vy—czz (121) oIl

Bog = zeal + (xe — ye) az — zg ag = %a (226 — yg) X — ?ayﬁy —cz262 (121) O1II
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