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ASBC3 tP36.130_cg_b_cf-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 3, Comput. Mater. Sci. 199, 110450 (2021), doi: [10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/3AJ9

https://aflow.org/prototype-encyclopedia/A5BC3_tP36-130_cg_b_cf-001

b

®e &

LAY
00000

YR

c

R

R

Prototype O5SiSrg

AFLOW prototype label A5BC3_tP36_.130_cg_b_cf-001
ICSD 18151

CCDC 2146589

Pearson symbol tP36

Space group number 130

Space group symbol P4/ncc

AFLOW prototype command aflow --proto=A5BC3_tP36_130_cg_b_cf-001
--params=a, ¢/a, 22, 23, T4, T5, Y5, 25

Other compounds with this structure
CS3B€F5, CSgMgHg,, K3B6F5, N}]{;ZDI‘IE')7 Rb3MgH5
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e The chemical formula for structures of this type is often written in the form A3(BC,4)C to highlight the BC4 (here SiOy)

tetrahedra.

Simple Tetragonal primitive vectors

a3

a; = ax

az = ay

ag = CZ

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 3a;+ fay = jax +jay (4b) Si 1
B = 1a;+3ay = 0%+ Say (4b) Sil
B; = la;+3a5+ Lag = 10X+ 5ay + ez (4b) Sil
B, = 3aj+tay+1lag = 3a%+ tay+ 3cz (4b) Sil
Bs = %al—f—%az—f—ZQa?) = %ai—i—%ay—i—czgz (4c) Ol
Bg = %al—i—%ag—(z - 3) a3 = %ai—&—%ay—c(z -3)2 (4¢) 01
B, = Sa;+2ay — 2ag = 0%+ 30y —c22 (4c) 01
Bs = jartjas+ (z2+3) as = jo%+ g0y +c(n+s)2 (4c) Ol
By = 1a1+ 3as+ 2343 = 10X+ jay +ca32 (4c) Srl
By = Sai+3a)— (23— 1) a3 = Sax+3ay—c(z—13)2 (4¢) Srl
B = 3a; + 3a; — z3a3 = Sax+3ay —cz32 (4c) Sr 1
Bz = ial—l—iag—i—(zg—&—%) as = ia&—&—iay—&—c(z;g—i—%)z (4¢) Srl
Bz = Tqa; — Tgap + %83 = arysX —ary y + 4c2 (8f) Sr1I
Biau = —(24—13) all+ (za+ 1) as+ = —a(zs—3) X+a(za+3)y+ica (8f) Sr 11
183
By = (z4+3) a1 +z4ar + T ay = a(zs+3) X+azsy+ tez (8f) Sr 1T
Big = —zg4a; — (v4— 1) ax + a3 = —azyX—a(zy—3) §+ c2 (8f) Sr 11
By = —zqa; +asas + Sag = —ar X +ars§ + 3k (8f) Sr 11
B = (m+da—(n-dmiian - alm+d)i-ala-}yeiz () S0
By = — (24— 3) a1 —zga2+ 3 a3 = —a(zg— %) X —azs§+ 3c2 (8f) Sr II
Boy = T4a; + (Jc4 + %) a; + %ag = araX+a (a:4 + %) v+ %ci (8f) Sr1I
Byy = Tsar +ysaz + 25 as = ars X +aysy + cz52 (16g) on
B = —(s-Ba-(s-bat - —alm-bx-afm-ytemz (6 Ol
25 a3

Bas = —(y5—3)ai+asay+z8a3 = —a(ys —3) X+awsy +cz 2 (16g) oI
Boy = Ysay — (:135 - %) as + 25 as = aysX —a (xs — %) y+czsZ (16g) O1II



Bes = —Tsa; + (y5+%) az — = fax5>“c+a(y5+%) 5’*0(25*%) z (16g) (O

(25— 3) as
Bog = (3354—%) al—y5a2—(z5—%) ag = a(:rg,—&—%) )‘c—ay55’—c(z5—%) Z (16g) O1II
Bay = (y5+%)a1+(x5+%)a2— = a(y5+%)5<+a(x5+%)&—c(%—%)i (16g) O1II
(25— 3) as
Bas = —ysa; — Tsag — (z5 - %) as = —ays X —arsy —c (z5 - %) Z (16g) oIl
Boy = —Tsa; — ysas — 25 as = —axsX —aysy —cz5 2 (16g) OlII
Bso = (z5+3) a1+ (ys+3) ax—25a3 = a(ws+3)X+a(ys+3)—cx2 (16g) Ol
B3 = (y5 + %) a; — x5 as — 25 as = a (y5 + %) X —arsy —c257Z (16g) O1II
B3z = —ysa + (ac5 + %) as — z5 a3 = —ays X +a (Jj5 + %) V—czZ (16g) O1Il
B3 = x5a17(y5f%) a2+(z5+%) ag = ax5>“<fa(y f%)§l+c(z5+%)2 (16g) OlII
B3y = —(x —%) a; +ysas + = —a(m —%)X—i—ayg,y—i—c(zs)—i—%)i (16g) O1II
(25 +3) as
Bss = —(y5— %) a; — (a:g, — %) aa+ = -—a (y5 — %) X—a (1‘5 — %) v+c (25 + %) Z (16g) oIl
(25 +3) as
Bss = ysa1 +asas + (25 + 3) as = ays X +azsy +c(z5+ %) 2 (16g) oI
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