UsMnsSis Structure:
A3B5C2_tP40_128_dh_egh_h-001
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Prototype Mn3SisUg

AFLOW prototype label A3B5C2_tP40_128_dh_egh_h-001
ICSD 20929

CCDC 1598654

Pearson symbol tP40

Space group number 128

Space group symbol P4/mnc

AFLOW prototype command aflow --proto=A3B5C2_tP40_128_dh_egh_h-001
—~params=a, C/Cl, 22,T3,%4,Y4,T5,Y5,T6, Y6


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/P4UA
https://aflow.org/prototype-encyclopedia/A3B5C2_tP40_128_dh_egh_h-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=20929&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1598654&DatabaseToSearch=Published

Other compounds with this structure

C€2C038i5, CegNi3Si5, CGQRU3G35, Dy2N138i5, DngugGeg,, DyQRU3Si5, EI‘QMDgSig), GngGgSig), LagRU3Ga5, LuQFeg,Si5,
LUQRU3Si5, NdzOSgGa5, ngRUgG&gg, NpgRegGa5, PI‘QRU3G&5, PI"QRU3G85, PUQF83G35, PUQRG3GEL5, PUQTC3G35, RbgOSgSi5,
SCQF€3Si57 SIHQRU3G&5, SIHQRUgGeg,, TbgMHgSi5, U2T03Ga5, YQNi3Si5

e Some authors refer to this as the ScoFesSis type.

Simple Tetragonal primitive vectors

a3
a; = ax
a = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = lay+ faj = lay+ ez (4d) Mn I
B, = l1a;+1a; = lax+ tez (4d) Mn I
B = %ag—i—%ag = %ay—l—%ci (4d) Mn I
B, sai+ 2ag = saX+3cz (4d) Mn I
B; = Zo ag = cz Z (de) Sil
Bg = %al+%32*(2 f%) as %ai+%ay70(z ,%)2 (4e) Sil
B, = —29 Az = —Cc292 (4e) Sil
Bg = %al—l—%ag—i—(zg—&—%) as = %ai—&—%ay—&—c(zy—!—%)i (4e) Sil
By = x3al+(a:3—|—%) 32+%33 = azgfc—l-a(:z:g—l-%) y—|—ici (8g) Si II
B = —r3a; — (xg — %) ar + iag = —axr3X —a (1’3 — %) y+ ici (8g) Si 1T
By1 = — (333 — %) a; +r3as + iag, —a (:103 — %) X+axsy + ici (8¢) Si II
Bi2 = (z3+3) a1 —azax + a3 = a(zs+3) X—azsy + tcz (8g) Sill
Bz = —r3a; — (:C3 - %) ar + %ag = —axr3X —a (:1:3 — %) v+ %ci (8g) Si II
Bis = z3a; + (z3+ 1) ax + 2 ay = arsX+a(zz+ 1) y+3cz (8g) Sill
Bis = (l’g—f—%) al—xgag—&—%ag = a(mg—i—%) fc—a;vgy—i—%ci (8¢) Si II
Big = — (xg — %) a; +z3as + %33 = —a (a:3 — %) X +arsy + %ci (8g) Si II
By, = Tqa) + ygas = axsX+aysy (8h) Mn II
Bis = —Tga; — Ys Az = —arsX —aysy (8h) Mn TI
By = —yga; + x4 as = —ays X +arsy (8h) Mn II
B2 = Yg a1 — Tqaz = aysX —aryy (8h) Mn 1T
Ba:1 =  —(za—3) a11+ (yat+3)ax+ = —a(za—3) X+a(ys+3) 9+ 3c2 (8h) Mn II
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223

Bes = Tsar + ys az = ars X +aysy (8h) Si I

B = —Tsar — Y5 Az = —ars X —ays y (8h) Silll

By = —Ysa1 + Ts5az = —ays X +axs § (8h) Si Il

B2s = Ysai — T az = ays X — axs § (8h) Si I1I

Bzg = —(:1:5—%)a1+(y5+%) as + = a(x577)x+a(y5+ )y‘i’%Ci (Sh) SiII1
1
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Bsgo = (z5+3)ai—(y5s—3) ac+ias = alzs+3) %k—a(ys— %) §+icz (8h) Si IIT

Bs: = (ys5+3)ar+(zs+3)ax+iaz = a(ys+3) X+a(zs+3) §+ icz (8h) Si III

B = (o Da- (o et = alp-DT-alm-hyilr @) s
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Bss = T al + Yo az = are X +ayey (8h) Ul

B3y = —Tgar — Yo Az = —azeX — aye y (8h) Ul

Bss = —Ye a1 + Z¢ Az = —aye X +axe § (8h) Ul

Bse = Yo a1 — L6 A2 = ayeX — azrgy (8h) Ul

Bs; = — (26— 3) a11+ (o +3) aa+ = —a(ze —3) X+a(ys+35) §+35¢2 (8h) Ul
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B3s = (.136—|- ) (yg—%)a2+%a3 = a($6+%)ﬁ—a(y6—%)§’+502 (8h) Ul

Buo = (ot at(mtdmtbay =  alwtd)xralot)geder @) Ul

Bio = —(-Da-(m-Hat =  all-}x-ale-}yeiez @) Ul
333
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