Cs3P~ Structure:
A3B7_tP40_76_3a_7a-001

This structure previously used the label(s) A3B7_tP40_76_3a_7a. Calls to these addresses will be redirected here.
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Prototype CssPr

AFLOW prototype label A3BT7_tP40_76_3a_7a-001
ICSD 62259

CCDC 1625523

Pearson symbol tP40

Space group number 76

Space group symbol P4,
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AFLOW prototype command aflow --proto=A3B7_tP40_76_3a_7a-001
—~params=a, C/a7 T1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27,

Zg,Ys,28,L9,Y9,29,L105 Y10, 210

Simple Tetragonal primitive vectors

L a
a2
a; = ax
az = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yias + 21 as ax1X+ay1y+cnz (4a) Cs1
B, = —ria; —yas + (z1 + %) as —a:clfc—ayly—i—c(zl + %) Z (4a) Cs1
B; = —yia; + 1 as + (zl + i) as faylchra;l:lerc(zl + i) Z (4a) Cs1
B, = ylal—xlag—i—(zl—i—%) as ayl)‘c—axly—i—c(zl—i—%) Z (4a) Cs1
Bs Toa + Yy as + 22 as axoX + ays § +czo 2 (4a) CsII
Bsg = —Toa; —ysas + (z2 + %) as —araX —aysy +c (ZQ + %) A (4a) Cs II
B, = —ysa; + Toas + (22 + i) as 7ay2§(+ll$2y+0(22 + i) Z (4a) CsII
Bsg = Yoa] — Tpag + (zz + %) as ays X —arsy +c (22 + %) Z (4a) Cs1I
By T3a; + y3zas + 23 as arsX +aysy +cz3Z (4a) Cs 111
B = —r3za; —ysas + (23 + %) as —azr3X —ay3y +c (z3 + %) Z (4a) Cs 111
Bi1 = —ysa; +r3as + (23 + i) as fayg)‘(Jraxgerc(Zp) + i) Z (4a) Cs III
B, = ysa; — r3as + (23 + %) as aysX —axrsy +c (23 + %) Z (4a) Cs II1
Bis Tgay + ygas + 2443 arys X+ aysy +cz4 2 (4a) PI
By = —x4a; —Ygas + (z4—|— %) as —am4i—ay4y—|—c(z4+ %) Z (4a) PI
By = —ysa; +x4as + (z4+ i) as fay4§<+ax4y+c(z4+ i) Z (4a) PI
Big = y4a1—x4a2+(24+%) as ay4§<—ax4§f—|—c(24+%) Z (4a) PI
B~ Tsay + ysas + 25 as arsX+aysy + cz52 (4a) PII
Bs = —x5a; — Y5 as + (z5 + %) as —arsX —aysy +c¢ (z5 + %) Z (4a) PII
By = —ysa; + T5as + (z5 + i) as fay5)2+ax5y+c(z5 + i) Z (4a) P1II
Boy = Ysa; — Tsas + (25 + %) as ays X —arsy + ¢ (25 + %) Z (4a) PII
Bo: = Tgay + Ygas + 26 as arg X+ aysy + cz6 2 (4a) P III
By = —xga; — Ygas + (26 + %) as —argX —aygy +c¢ (z6 + %) Z (4a) P III
Bos = —ygai + Tgas + (26 + i) as —ayeX +axgy +c (26 + i) Z (4a) P III
Boy = Yo a1 — Tgag + (26 + %) as aye X —argy + ¢ (26 + %) Z (4a) P III
Bos = T7a; +yras + 27 as ar7 X +ay; y +czr (4a) PIV



Bog = —r7a; —yras + (27 + %) as = —ar7X —ay;y+c (27 + %) Z (4a) PIV
Bor = —yra; +xyas + (27 + i) as = —ay;X+ar7y+c (27 + i) Z (4a) PIV
Bas = yray —r7ag + (27 + %) as = ayrX —ar7y +c (27 + %) Z (4a) PIV
Boy = Tga; + ysas + zg as = argX +aysy + czg Z (4a) PV

B3y = —xga; —ygas + (z8+ %) as = fazsfcfaygerc(zs + %) Z (4a) PV

B3, = —ygai + rgas + (28—1— i) as = —ayg)‘c—i—axgy—i—c(zg + i) Z (4a) PV

B3, = ygal—l‘gag—l-(Zg—f—%) as = aygf(—axgy—i—c(z@;—i—%) 2 (4a) PV

B3z = Tgaj + yg as + 29 as = argX + ayyy + czg Z (4a) P VI
B3, = —Tgay — ygas + (29 + %) as = —argX —ayey +c¢ (29 + %) Z (4a) P VI
By = —yoay +z9as+ (20 + 1) a3 = —ayo X +axgy +c(20+ 1) 2 (4a) P VI
Bsg = Yoa; —zgas + (29 + 3) ag = ayoX —azgy +c (20 + 3) 2 (4a) P VI
Bz, = T10a1 + Y10 a2 + 210 a3 = ario X+ ayioy + cz10 Z (4a) P VII
Bss = —zippai—yoas+ (210+3) a3 = —az1oX —ay ¥ +c(z0+3) 2 (4a) P VII
Bss = —yioai+zoaz+ (210+74) as = —ayw X +ariy +c(z10+ 3) 2 (4a) P VII
Bso = ywar—zpaz+(zi0+3)a; = ayroX —ar10y +c(z10+ 3) 2 (4a) P VII
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