B-AgCuPO, Structure:
ABC4D _oP56_61_c_c_4c_c-001
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Prototype AgCuO4P

AFLOW prototype label ABC4D _oP56_61_c_c_4c_c-001
ICSD 35590

CCDC 1607661

Pearson symbol oP56

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=ABC4D_oP56_61_c_c_4c_c-001

——params=a,b/a,c/a,:1:1, Y1, 21,22, Y2,22,L3,Y3, 23, L4, Y4, 24, L5, Y5, 25, L6, Y6, 265 L7,
Y, 27
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e Below 575° this transforms into the a-AgCuPO, structure. (Quarton, 1983).

Simple Orthorhombic primitive vectors
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coordinates coordinates position type
B1 = 1 ag +y1 as + 21 a3 = axl)“chbylercle (8C) Ag I
B, = —(xl—%)al—ylag—i— = —a(ml—%))‘c—byly—l—c(zl—l—%)i (8¢) Agl
(14 ) 2
Bs = —zia;+ (y1+3) a2 — = —ar1X+b(yi+3)y—c(z1—3) 2 (8¢c) Agl
(21— 3) as
B, = (1‘1—|—%) al—(yl—%) as—zjas = a(xl—&—%))‘c—b(yl—%)y—czli (8(3) AgI
By = —x1a; — Yy as — 21 a3 = —ar1X—by1y—cxn 2z (8¢) Agl
Bg = (acl—l—%) a1+y1a2—(21—%) ag = a(ml—&—%)f{—i—byly—c(zl—%) Z (8¢) Agl
By = xlal—(yl—%) ag+(2’1+%> as = axli—b(yl—%)y—l—c(zl—i—%)i (80) Agl
Bsg = —(xl—%)al—k(yl—k%) as + = —a(:cl—%)fc—kb(m%—%)y—b-czli (8¢) Agl
Z1 a3
By = Toay + Yy as + 22 a3 = axoX +bys ¥ +cz02 (8c) Cul
Bio = — (w2 —3) a1 —yoaz + = —a(wy—3) X —byay+c(z2+3) 2 (8c) Cul
(22 + %) as
By, = —zoar+ (y2+3) a2 — = —azsX+b(y2+3) 9 —c(22—3) 2 (8c) Cul
(22— 3) as
Biz = (z2+3)ai—(y2—3) as—2a3 = a(za+3)&—b(yo—2)y—cn2 (8c) Cul
Bis = —Xoa) — Yz Az — z2 a3 = —araX —bys § —c22Z (8c) Cul
Bia = (22+3) ai+ypar—(22—3) a3 = a(za+3) X+byey—c(z2—13) 2 (8c) Cul
B15 = :ligal*(ygfé) a2+(22+%) as aozgfcfb(yg—%)erc(zqu%)i (8C) CuI
Bie = —(z2—3)ai+(p2+3)a+ = —a(z—3)X+b(y2+3) §+cxi (8¢) Cul
Z2ag
Bz = T3a; + y3as + 23 as = ar3X +bysy +cz32 (8¢) 01
BlS = 7(1737%) a; —ysas + = 7Q(I37%)i7by3y+6(2}3+%)2 (8C) Ol
(2’3 -+ %) as
Big = —x3a1+(y3+%) as — = —ang(—i—b(yg—i—%)y—c(z —%)2 (8¢) (O
(s )


http://aflow.org/prototype-encyclopedia/ABC4D_mP28_14_e_e_4e_e-001

B2o
B2
B2:
Bas
Ba4

Bas
Bas

Bar

Boas
B2y
Bso
Bsi
Bs2

B34

B35

Bss

Bss
Bsg
Byo

B4
Byo

Bys

B
Bus
Bue
Bar
Bus

Bso

B51

(3 + 8) 1 (35— 3) 32—z
—Zzap —Ysaz — zzas
(23 +3) a1 +ysaz— (23 — 3) a3
xsal—(ys - %) az-l—(Z?, + %) az
o= B at (ot ) aat
z3as
T4ay +ysay + 24 a3
—(954—%) a; —ysaz +
(2 +3)
—x4a; + (y4+ %) az —
(21— 3)

(za+3) a1—(ya— 3) az—zs a3
—ZT4a] —Ysaz —24a3
(a4 3) mr-tyamn— (21— 3) ay
$4alf(y4 - %) a2+(z4+ %) as

—({E4—%) a1+(y4+%) as +
Z4 ag
I5 Ay +y5a2—|—z5ag
— (25— 3) a1 —ysaz +
(25 +3) as
—zs5a;+ (Y5 + 3) az —
(55— 3) 2
($5+%) al—(y - %) az —2zsag
—Tsa; —Ysa2 — 25Aasg
(IE5+ %) a;+ys a2—(z5 - %) as
zsa;—(y5 — 3) a2+ (25 + 3) as

—(1‘5—%) a1+(y5—|—%) as +
Z5 a3

Te a1 + Ye a2 + 26 a3
— (26 — 3) a1 —ysaz +
(2 + 3) a3
—Tear + (yG + %) az —
(26 —3) as
(I6+ %) al*(yﬁ - %) az —2zp as
—Zeadl — YeaA2 — 26 A3
(26 +3) a1 +ysaz— (26 — 3) a3
zea1— (y6 — 3) a2+ (26 + 3) as

~(m = 4) m+ (o 3) a+
Zg A3

Tray +yrag + 27 ag
—(337—%) a; —yraz +
(27 +3) as
—x7ai + (y7+%) az —
(27— 3) a3

a(x3+%) )A(*b(yg*%) y—cz32
—ar3X —bysy —cz3 7z
a(zs+3) X+bysy —c(z3—3)
axgi—b(y —%) y—|—c(23+%) Z
*Q(Ig*%) )2+b(y3+%) ¥ +czsz

> N>

axa X +bys ¥ +cz42

—a(wg—5) X —byag+c(za+3) 2

—ax4§c+b(y4+%) yfc(zzl—%) Z
a(m—%—%) )‘(—b(y;;—%) y—czZ
—axy X —bys ¥ —cz42
(ot d) K Hbg (o)
ax4>“cfb(y4f%) y+c(z4+%) z
—a(zg— ) X+b(ya+3) J+cuz

> N>

axs X+ bys ¥ + cz5

—a(zs—3) X —bysy+c(25+3) 2

—ax5§(—|—b(y5+%) y—c(z5—%) Z
a(%—&—%) fi—b(y —%) y—cz52
—ax5X —bys § —cz52
o(es+3) X+bisg —c(as = )
ax5§<—b(y5—%) y+c(25+%) Z
—a(zs—3) R+b(ys +3) §+cas2

> N>

argX +bysy +cz2

—a(wg— %) X —bysy+c(z+3) 2
—arsX+b(ys+3) ¥ —c(z—3) 2

a(x6+%) )Acfb(yﬁf%) ¥ —cz2
—argX —bysy — cz6 Z
(oot 3) Kby (s~ 1) 2
axm‘c—b(yg—%) y—|—c(26+%) z
—a(zs— 1) X+b(ye+ %) §+cze2

ax7X+byr ¥ +cz72

—a(rr—3) X—byry +c(zr+3) 2

faac7§(+b(y7+%) S'fc(27f%) Z

OlI
Ol
(O
(O
OlI

oIl
oIl

oIl

O1II
oIl
oIl
oIl
O1II

O III
O III

O III

O III
O III
O III
O III
O III

o1V
01V

o1V

o1V
o1V
o1V
o1V
O1v

PI
PI

PI



Bs, = (:1:7+%) alf(y7f%) as—zrag = a(x7+%)§<7b(y7f%)y76272 (8¢) PI
Bss = —xra; —yrag — zyas = —ax7X —by; y —czr 2 (8c) PI
Bsa = (z7+3) aityras—(2r—3) a3 = a(zr+3) X+byry—c(zr—13) 2 (8c) PI
Bss = x7a1—(y7—%) a2—|—(z7+%) as = ax7§<—b(y7—%)$f—|—c(27+é)i (8¢) PI
Bse = —(zr—3)ai+(yr+3)a+ = —a(z7— ) X+0b(yr +3) §+czr2 (8c) P1I
Z7as
References

[1] M. Quarton and M. T. Oumba, Proprietes de l’ion Cu®* dans la structure de AgCuPOj4-3, Mater. Res. Bull. 18, 967-974
(1983), do0ii10.1016,/0025-5408(83)90008-9.

Found in

[1] H. Ben Yahia, E. Gaudin, J. Darriet, D. Dai, and M.-H. Whangbo, Comparison of the Crystal Structures and Magnetic
Properties of the Low- and High-Temperature Forms of AgCuPOy: Crystal Structure Determination, Magnetic Susceptibility
Measurements, and Spin Dimer Analysis, Inorg. Chem. 45, 5501-5509 (2006), doii10.1021/ic060484L.

First cited in

N. Anderson, M. J. Mehl, H. Eckert, S. Divilov, X. Campilongo, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 5. Submitted to Computational Materials Science (2026).


https://doi.org/10.1016/0025-5408(83)90008-9
https://doi.org/10.1021/ic060484l

