Cygocys Structure:
A19B15 tP68 114 acde be3e-001

This structure previously used the label(s) A19B15_tP68_114 bcde_ac3e. Calls to these addresses will be redirected here.
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Prototype CigScys

AFLOW prototype label A19B15_tP68_114_acde_be3e-001
ICSD 42631

CCDC 1612277

Pearson symbol tP68

Space group number 114

Space group symbol P12,c


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/PVAV
https://aflow.org/prototype-encyclopedia/A19B15_tP68_114_ac4e_bc3e-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=42631&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1612277&DatabaseToSearch=Published

AFLOW prototype command aflow --proto=A19B15_tP68_114_ac4e_bc3e-001
—~params=a, C/a7 23,24, T5,Y5,25, L6, Y6, 26, L7, Y7, 27, L8, Y8, 28, L9, Y9, 29, L10, Y10, 10,
T11, Y11, 211

Other compounds with this structure
Ci9Ery5, CigLluys, C19Tmys, Ci9Y1s, Ci9Ybys

Simple Tetragonal primitive vectors

%33
a; = ax
az = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) CI
B, = %a1+%ag+%a3 = %a}‘(Jr%aer%cZ (2a) CI
B; = 1ag = icz (2b) Scl
By, = %al —i—%ag = %aﬁ—&—%ay (2b) Sc1
Bs = z3 a3 = cz3% (4¢) CII
Bsg = —2z3 a3 = —Cc23% (4c) CII
B, = %al—l—%ag—(zg—%) as = %a&+%ay—c(23—%)i (4c) CII
Bg = %31+%32+(Z3+%) as = %aﬁ—&—%ay—&—c(zg—l—%)i (4c) CII
By = z4 Q3 = 24 Z (4¢) Sc II
Bio = —2z4 a3 = —C24 7 (4c) Sc II
Bi1 = %a1+%a2—(z4—%) as = %aﬁ—&—%ay—c(a—%)i (4c) Sc 11
B = %a1+%a2+(z4+%) as = %ai—&—%ay—&—c(a—!—%)i (4c) Sc II
Bz = Tsa; + ysas + 25 ag = ars X+ aysy + cz5 2 (8e) CIII
B = —Tsa; —ysas + 25 ag = —axsX —aysy +cz5 2 (8e) CIII
Bis = Ysa; — T ag — 25 as = aysX — arsy — cz5 2 (8e) C III
Big = —ysai + Tsas — z5as = —ays X+ axsy — cz5 2 (8e) C 111
Bir = —(zs—3)ai+(ys+3)a— = —-a(zs—3)%ta(ys+3)y—c(z—3)2 (8e) C1III
(2 —3) as
Bis = (x5+§)a1—(y5—%)a2— = a(xs—i—%))“(—a(yg,—%)y—c(zg—%)i (8e) CIII
(25— 3) as
By = —(ps—3)ar—(zs—3)as+ = —a(ys—3) %k—a(zs—3)y+c(z+3)2 (8e) C III
(25 + 3) as
By = (ys+3)ar+(zs+3)a+ = a(ys+3)%+a(es+i)y+c(st+i)z (8e) C 111
(z5+3) a3



Clv
CIv

By, = Tgay + Y as + 2 as = argX +aysy + czg Z (8e)
(8e)

Bos = Y6 a1 — Tgay — 26 a3 = ayeX — argy — czg 2 (8e) CIv
(8e)
(8e)

Bs, = —Tgay — Ysaz + zg as = —are X — aye§ + cz6 Z

Clv
CIV

By = —Ys a1 + Te a2 — 26 A3 = —aye X +arey — cz6 Z

B = (o at (et Pa- = ol }) Realutd) gocla-b) s

(26 — 3) as

B2 = (26 +3) a1 — (v6 — 3) az — = afwst+z)X—a(yo—3)¥—c(z—73)2 (8e) CIv
(26 — 3) as

B = (b m-(o-Dm+ - -alw-hr-alm-pyrelaihz () CW
(so-+ 1)

Bas = (ys+3) a1+ (z6 + 1) az + = a(ye+3)X+a(zs+3)y+c(e+i)a (8e) C1v
(26 + 3) as

Boy = T7a; + yras + 27 as = ar7X+ay;: ¥ +cz72 (8e) cVv

B3 = —z7a; —yrag +z7ag = —ar7X —ayry +czrz (8e) cv

Bs;, = yra; — Tyag — 27 ag = ay; X —ar7y — czr 2 (8e) CcVv

Bs., = —yra, +x7ay — zyas = —ayr X +ax7y — czr (8e) (OAY

Bss = —(zr—3)ai+(yr+s)aa— = —a(er—3)X+a(yr+3)y—clzr—3)2 (8¢ cVv
(e 3) =

Bou = (D m-(r-Hm- = almthr-alm-pi-clz-Hz (9 CV
(- 1)

Bis = —(r-Pm-(m-Pat - —alp-}i-alr-rel=ide (9 CV
(1) 2

Bss = (y7+%)a1+(:ﬂ7+%)a2+ = a(y7+%)i+a(x7+%)y+c(27+%)2 (8e) cv
(2 +3) as

Bsr = Tgaj + ysaz + zs a3 = arsX +aysy + czgZ (8e) C VI

Bss = —Trga; —ygas + 2gas = —axgX —aysy + czs Z (8e) C VI

B39 = Ys a] —Tgay — zZgaAs = ays )A( — axs y — CZg 2 (86) C VI

By = —yga; +Tgas — zgas = —aysX+axrsy —cz Z (8e) C VI

Bu = —(n-Bat@rdm- - oo} ralntdIocla-pz () VI
z8—3) as

Bu = (da-(n-bm- - almtds-alh-Pi-clx-di (9 CwvI
(- 1)

B = ~(n-Ba-(n-Datr - —ale-br-am-}irelardz (9 o
(s ) 2

Bu = (htdmtlnrdmt - alwrd)xra@md)yre(ard)z (9 OV
(x4 3)

By = Tgaj + yg as + 29 as = argX + ayoy + cz9 Z (8e) Sc I1I

Bse = —Tgay — Yoaz + zgas = —azgX —ayy ¥ + cz9 2 (8e) Sc III

Byr = Yo a1 — Tg Ay — Zg A3 = aygX —argy — cz9 Z (8e) Sc II1

Bus = —1ygai + Tgas — zg as = —ayg X+ axgy — cz9 Z (8e) Sc III

B = —(o-Hamtlntdm- - oo} xralnd)—c(-1z (9 Sem
(0 1)

Bro = (mda-(n-Ya- = almrds-alp-Ny-cln-z (9 Sem
(20 — 3) a3



Bu — ~(n-a-(m-Yat - -aln-d)x-afm-b et (9 Sem
(0 ) 2

Bs» = (pt+z)ait(wtz)at = a(pt+z)Xta(wtz)y+e(otz)z (S Se III
(0 + 1) g

Bss = Z10a1 + Y10 a2 + 210 a3 = arioX+ayy +czi02 (8e) Sc IV

Bss = —T10@1 — Y10 A2 + z10 A3 = —azi0X — ayi0y + czi0 Z (8e) Sc IV

Bss = Y10@1 — T10 a2 — 210 A3 = ayroX —axiy — cz102 (8e) Sc IV

Bss = —Yi0a1 + Ti0a2 — 210 A3 = —ayioX +ari0y — cz102 (8e) Sc IV

Bsy = —(r0—3)ai+ (yo+3) aa— = —a(zw—3) X+a(yo+3)y— (8e) Sc IV
(10— 3) 20 (oo b) 2

Bss = (rw0+3)a—(yo—3)a— = a(ro+3) X—a(yo—3) ¥ - (8e) Sc IV
(s10 - §) 20 (- 1) 2

Bso = —(yuo—3)a—(zi0—3)a+ = —a(yo—3) X—a(r0—3) ¥+ (8e) Sc IV
10+ 1) a (o0 + b) 2

Beo = (yio+3) ar+(z0+3) ac+ = a(yio+3) X+a(rwo+3)y+ (8e) Sc IV
(ea0 + 1) 20 C(ro+ 1) 2

Be1 = x11a1 + Y11 a2 + 211 a3 = ary X +ayny +cz1 2 (8e) Sc vV

Be2 = —ZTi1 @ — Y11 a2 + 211 a3 = —axn X —ayn y + ¢z 2 (8e) Sc 'V

Bes Yi1a1 — 1Az — 2113 = ayi1 X —axn § — cz11 2 (8e) Sc vV

Bes = —y11a1 +T11 a2 — 211 a3 = —ayn X+ ar11y — cz11 2 (8e) Sc vV

Bes = —(zn—2)ar+yu+3)a- = —a(zn—3%) k+a(yn+3)y— (8e) Sc vV
(11— §) 20 - 3) 2

Bes = (ruu+3)ar—(yui—3)a— = a(ri1+3) X—a(yu—3)§- (8e) Sc V
(11— §) 20 (- 1) 2

Ber = —(yju—3)a—(zn—3) a+ = —a(yn—3)X—a(rn—3) 9+ (8e) Sc vV
(11 + 1) (o +b) 2

Bes = (yii+3) a4 (e +3) aa+ = a(yn+3) X+a(en+3)y+ (8e) ScV
(e11+ 1) o+ h) 2
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