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Prototype Moy,P3
AFLOW prototype label A4B3_0P56_62_8c_6¢-001
ICSD 43237
CCDC 1612759
Pearson symbol oP56
Space group number 62
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Space group symbol Pnma

AFLOW prototype command aflow --proto=A4B3_oP56_62_8c_6c-001
—~params=a, b/a7 C/CL, T1,21,T2,22,T3,23,T4,24,T5,25,LE,26, L7, 27, L8y 28y L9, 29, L10,
210, T11, 211, T12, 212, £13, 213, L14, 214

Simple Orthorhombic primitive vectors

a3

a2
al

a; = axXx
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a1—|—ia2—|—z1a3 = axlfc—kiby—kczli (4¢) Mol
B, = —(m1—3)ar+3a+ = —a(z1—3) %+ 3by+c(n+3)2 (4c) Mo I
(=1 +3) as
B; = —x1a; + % as — 21 a3 = —ax1 X+ %by —cn Z (4c) Mo I
By, = (x1—|—%)a1+iag—(z1—%)a3 = a(xl—l—%)&—!—%by—c(zl—%)i (4c) Mo I
B = z2a1—|—%a2—|—22a3 = ax2&+%by+6222 (4¢) Mo II
B = —(z2—3) ar+3ar+ = —a(z—3) %X+ 3by+c(n+3)2 (4c) Mo IT
(22 +3) as
B, = —xoag + % as — 2z a3 = —axo X + %by —Cc29% (4c) Mo II
Bg = (a:2—|—%) a1—|—ia2—(zQ—%) a3 = a(xg—l—%)fc—kiby—c(zg—%)i (4¢) Mo II
By = r3a + % ar + z3 a3 = ax3 X + iby + cz3 2 (4¢) Mo III
Bio = —(z3—3) ar+3as+ = —a(z3— )X+ 3b9+c(z+1)2 (4¢) Mo III
(s )
Bi1 = —z3a; + %az — z3a3 = —ar3 X+ %by — 232 (4c) Mo III
B = (z3+3)ai+iax—(—3)a; = a(zs+3) x+309—c(z—3) 2 (4c) Mo III
Bz = T4a; + %a2+z4a3 = ars X + iby+cz42 (4c) Mo IV
Bis = —(m;;—%) al—&—%ag—&— = —a(m—%)f{—i—%by—i—c(z;;—i—%)i (4c) Mo IV
(24 + %) as
Bis = —x4a1 + %ag — 2433 = —axs X + %by —cz 7 (4c) Mo IV
B = (1:4—|—%) a1—|—ia2—(z4—%) az = a(u—k%)&—k%by—c(z‘;—%)i (4¢) Mo IV
By = x5a1+ia2+z5a3 = ax5)2+iby+cz52 (4c) Mo V
Bis = —(zs—3) a1+ 3as+ = —a(zs—3) X+ 3by+c(z+3)2 (4c) Mo V
(25 + %) ag
By = —x5a; + % ar — 25 as = —axs X + %by —cz5 7 (4¢) Mo V
By = (x5+%) a1+ia27(257%) ag = a(x5+%)>‘{+ibyfc(25f%)2 (4¢) Mo V



B21 = z6a1+ia2+26a3 = axﬁchr%bercz 2 (4C) MO VI

6
Bo: = —(z6—3) a1+ 3as+ = —a(zg— ) X+ 3b9+c(z+13)2 (4c) Mo VI
(2’6 + %) as
By = —xgag + %ag — 2 as = —axgX + %by —c262 (4c) Mo VI
Byy = (a:6—|—%) a1—|—ia2—(z6—%) az = a(xg—l—%)fc—!—iby—c(zf;—%)i (4¢) Mo VI
B25 = Trr7ay + %az + z7 a3 = ax75< + iby + 6272 (4C) Mo VII
Bog = —(m—%) al—s—%ag—&— = —a(x7—%))‘<+%by+c(z7+%) Z (4¢) Mo VII
(2’7 + %) as
By = —xr7a] + %ag — z7 as = —ax7 X + %by —Cz7Z (40) Mo VII
Bos = (x7—|—%) a1—|—ia2—(z7—%) az = a(:w—k%)fc—kiby—c(zv—%) Z (4¢) Mo VII
Boy = rgay + %aQ + zg a3 = axg X + %by + cz8 Z (4c) Mo VIII
B3y = —([L‘g—%) al—&—%ag—&— = —a (l‘g—%) fc—i—%by—i—c(z;g—i—%) Z (4c) Mo VIII
(Zg + %) as
B3, = —rga] + %ag — zg as = —axg X + %by — C28 7% (40) Mo VIII
B32 = (.Tg—F%) a1—|—ia2—(z8—%) as = a(x8—|—%) ))\(—F%by—C(ZS—%) Z (4(3) Mo VIII
Bss; = "Egal+%az+2933 = a;vgfi—i—iby—i—czsgi (4¢) PI
B3y = —(zg—3) a1+ 3as+ = —a(zg—3) X+ 3by+c(z0+3) 2 (4c) PI
ot 1) ag
Bss = —xg9aj + %ag — 29 a3 = —azxgX + %by —C29Z (4¢) PI
B36 = (Ig+%)&1+%&2*(2’9*%)&3 = a<$9+%)ﬁ+iby76(297%)2 (4C) PI
B37 = Tipa] + iaz + Z10 a3 = al’loi + %by + cz19 Z (4(3) PII
Bss = —(z10—3) a1+ fas + =  —a(rw—3) %+ 30y +c(zo+3) 2 (4c) P II
1
(210 + 5) az
B3g = —xijpa1 + %ag — Z10 A3 = —CI,Ilo)A( + %by — CZ10 Z (4(3) P1II
B40 = (113104*%) a1+ia2— = a(lElo+%) X+%byfc(2107%) Z (4(3) PII
(210 - %) as
By = T11a; + iag + 211 a3 = ari1 X + %by +cz112 (4c) P III
By = — (Ill — %) a; + %ag + = —a (1‘11 — %) X+ %by +c (211 + %) Z (40) P III
1
(211 + 5) az
Bys = —z1a + 2 ay — 211 a3 = —az1 X+ 3by —cz 2 (4c) P III
B44 = (1'114-%) al+i82— = a(xn—i—%) f{—l—iby—c(zu—%) Z (40) P III
(211 = 3) as
By = Ti2a + iaz + 21243 = aris X + %by + cz12Z (46) P IV
By = —(3312—%) al—l—%ag—i— = —a (],‘12—%) &+%by+c(z12+%) Z (4(}) PIV
(212 + 3) a3
By = —zpa; + 2ay — zpay = —az12 X+ 30y — cz102 (4c) PIV
Bus = (x12+ 1) ar+tas— = a(zie+ )X+ 109 —c(z12—3) 2 (4c) P IV
(212 — 3) a3
By = Tri3a] + iag + 213 a3 = ari3X + iby + cz137Z (40) PV
Bso = —(1313—%) a1—|—%a2—|— = —a(l‘lg—%)f{—F%by—FC(Zlg—F%)z (4(2) PV
1
(2134 3) as
Bs: = —riza +§as — zi3ay = —ari3 X+ 30§ — cz132 (4c) PV
Bs, = (1‘13-‘1-%) al—i—iag— = a($13+%)&+%by—c(zlg—%)i (4(3) PV

(13— 1) a3



B53 = T14a) + %ag + 214 A3 = ax145<+ %by + 62142 (4C) P VI

B54 = —($14—%) a1+%ag+ = —a (1’14—%) 5{+%by+c(zl4+%) Z (4C) P VI
1
(214 + 3) a3
Bss = —z1aa1+ Fay — 21423 = —ar1 X+ 50§ —cz142 (4c) P VI
Bsg = (.23144-%) a1+ia2— = CL(Z‘14+%) >‘<+%b§f—c(zl4—%) Z (4(}) P VI

(214 —3)as
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