Cs3P~ Structure:
A3B7_tP40_76_3a_7a-001

This structure originally had the label A3B7_tP40_76_3a_7a. Calls to that address will be redirected here.
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Prototype CssPr

AFLOW prototype label A3B7_tP40_76_3a_7a-001
ICSD 62259

Pearson symbol tP40

Space group number 76

Space group symbol P4,

AFLOW prototype command aflow --proto=A3B7_tP40_76_3a_7a-001
——params=a, C/a’ Z1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6,26, L7, Y7, 27,
s, Ys, 28, L9, Y9, 29,10, Y10, 210

Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = cz
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Basis vectors

Be

BlO =
Bll =

Bis =
By =
Bis =

Biz =
Bis =
By =
B2 =
B2:1 =
B2z =
Bas =
By =
Bes =
B2 =
Bor =
B2s =
B2y =
Bso =
B3 =
B3z =
Bss =
B3y =
Bss =

Bs; =
Bss =

Lattice
coordinates

Trar +yraz+zias
—z1a; —yraz+ (21 + 3) a3
—yra; +x1a2+ (21 + 1) a3
yrar —xrag+ (21 + 4) a3

Toa +Ygaz +22a3
—zga; —ypaz + (22 + 3) a3
—ypa1 +xpa3+ (22 + 1) a3
Yy2a; —Tz2az + (22+%) az

r3ap +Yyszaz + z3as
—z3a; —ysas + (23 + 3) a3
—ysa; +xz3az + (23 + 1) a3
Yysap —xzaz + (Z3+%) az

Tgay +Ysag + z4 a3
—zqa; —ysaz+ (21 + 3) a3
—Ysa; + 42 + (Z4+ i) az
Yaar —Tgag + (Z4+%) asz

Tsa +ysaz + 25 as
—Tsar — Ysaz + (25+%) as
—Ysa; +Tsaz + (Zs-i- i) az
Ys a1 — Tsag + (Z5+%) as

ZTeal + Ye az + 26 a3
—Tear — Ys A2 + (26+%) as
—Ysai + Teaz + (Z6+ i) az
Y6 a1 — Teaz + (Z6+%) as

ZTrai +yraz + 27 a3
—z7a; —yrag + (27 + 3) a3
—yrar +aw7ag + (27 + 1) as
Yrar —xrag + (Z7+%) asz

Tgai +ygaz + zg as
—zga; —ysaz + (28 + 3) a3
—ysa; +xrgaz + (Zg+ i) ag
Ygar — Trgag + (2’84-%) asz

Tgai + ygaz + 29 a3
—zoa; —yoaz + (20 + 3) az
—Yo9ai +Tgaz + (29—|— i) ag
Yga; — Tgag + (294—%) as

Z10@1 + Y10 @2 + 210 A3

1
—ZTipa; — Yoz + (210 + 5) az

Cartesian
coordinates

ax1X+ay1y+cn i
faxl)”(faylerc(zlJr%) Z
—ayl)‘(—i—a;vly—l—c(zl—i—i) Z
aylfi—awly—i—c(zl—i—%) Z

axoX+ ays ¥ +czo0
faxgﬁfay2y+c(22+%) Z
—ayg)‘(—i—axgy—kc(zg—i—i) Z
aygfi—axgy—i—c(zg—i—%) Z

arsX+aysy + cz3
—azsX —aysy +c(z+3) 2
—ayg}‘(—i—axgy—i—c(zg—i—i) Z
aygfi—axgy—i—c(zg—i—%) Z

arsX+aysy +cz4 2
fa:v4>“<fay4y+c(24+%) Z
—ay45<—|—am4y—|—c(z4+i) Z
ay45<—ax4§f—|—c(Z4+%) Z

arsX+aysy + cz52

—azsX—ays§+c (25 + 3) 2

N>

—ay55(—|—aa?5§f—|—c(25+i)
aysfc—a%y—i—c(zg—l—%) Z
argX +ayey + cze 2
—azeX —aye ¥ +c (26 + 3) 2
—ay65(—|—aa?6§f—|—c(26+i) Z
aygfc—axﬁ}?—i-c(zﬁ—l—%) Z
ar7X+ay; y +czr 2
—ax7§<—ay7§f—|—c(z7+%) Z
—ay75c+am7§f—|—c(z7+i) Z
ay7§<—ax7§7+c(z'7—|—%) Z
argX +aysy + czgz
—angc—aygy—kc(zg—i—%) Z
—aygfc—I—amgy—i—c(z;g—i—i) Z
aygi—amgy—l—c(zs%—%) Z
argX + ayoy + czgZ
—angc—aygy—i—c(zg—i—%) Z
—aygfc—l—axgy—i—c(z‘g—i—i) Z
ayg)‘c—axgy—l—c(zg—k%) Z
ar1oX +ayio ¥ + cz102

—az10X —ayi0§ + ¢ (210 + 3) 2

Wyckoff
position

(1a)
(4a
(4a
(4a
(4a
(4a
(4a
(4a
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(4a
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(4a
(4a
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Atom
type
Csl
Csl
Cs1
Csl
Cs II
Cs II
Cs II
Cs II
Cs III
Cs III
Cs III
Cs III
PI
PI
PI
PI
P1II
P1II
PII
P1II
P IIT
P III
P III
P IIT
P IV
P1IV
PIV
PIV
PV
PV
PV
PV
P VI
P VI
P VI
P VI
P VII
P VII



B3y = —yioai+z0az+ (z10+75) a3 = —ayroX +azpy +c (210 + §) 2 (4a) P VII
ayro X —az10§ + ¢ (z10 + 2) 2 (4a) P VII

3
Bso = ywoar—zpay+ (z10+3) as
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