VSesOg Structure:
A6B2C_tP72_103_abcbd_2d _abe-001

This structure previously used the label(s) A6B2C_tP72_103_abc5d_2d_abc. Calls to these addresses will be redirected here.
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Prototype OgSeaV

AFLOW prototype label A6B2C_tP72_103_abcbd_2d_abc-001
ICSD 2354

CCDC 1432752

Pearson symbol tP72

Space group number 103

Space group symbol Pdcc

AFLOW prototype command  aflow --proto=A6B2C_tP72_103_abc5d_2d_abc-001
“Params:Cl,C/a,Zl,Zz,23,24,2’5726,5077247,Z7,$8,y8728,$9,y9,29,96107910,210,3311,911,
211,12, Y12, 212, T13, Y13, 213
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Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz1 % (2a) Ol1
B, = (z1 + %) as = c (zl + %) Z (2a) OI1I
B; = Z9 a3 = cz0 Z (2a) Vi
B, = (ZQ + %) as = c (zz + %) Z (2a) VI
Bs = fa;+ ias+ 2343 = 30X+ 3a¥ +cz32 (2b) ol
Bs = sar+sas+ (23 +3) a3 = saX+tay+c(z+3)2 (2b) o
By = %a1+%a2+24a3 = %Q’A‘JF%QS’JFC“Z (2b) v
Bs = laj+ias+ (24 +3) a3 = lax+iay+c(u+i)2 (2b) vi
By = Fas + 25a3 = 304Y +cz52 (4c) O I
Bio = sa1+ 2583 = 30X+ 252 (4c) O I
B = sas+ (25 + 3) as = say+c(z+3)2 (4c) O I
B, = ta;+ (5+1) a3 = lax+c(z+3) 2 (4c) O III
Bz = 3 a + 2 ag = 304§ + 22 (4c) VI
B = 3a1+ 223 = 30X + 262 (4c) VI
Bis = sas+ (2 + 3) as = 309 +c(z+35)2 (4c) VI
B - dmt(acdm - Sascte(at}) 7 @ vm
By = T7a; + yras + 27 as = ar7 X +ay; y +czr (8d) o1V
Bis = —xz7a; —yras + zrag = —ax7X —ayr § +czr (8d) o1V
By = —Yrar +r7az + zrag = —ayrX+ax7y +czrz (8d) OV
By = yra) — T7ag + 27 ag = ayr X —ax7y + czr 2 (8d) o1V
B2y = zray —yrag+ (27 + 5) as = arrX —ayr§+c(z0+3) 2 (8d) o1V
By = —wraityras+ (:r+3)as = —azr X +ayr§ +c (2 +3) 2 (8d) o
Bos = —yra; —zras+ (27 + 1) a3 = —ayr X —axry+c(zr+3) 2 (8d) o1V
Bay = yrai +xraz + (27 + 3) ag = ayr X+ axr§ +c (27 + 3) 2 (8d) o
Bos = Tgal + ys as + 23 a = arg X + ays § + czg 2 (8d) oV
Bas = —rga; — ygag + zg a3 = —axsX —ays ¥ + czs 2 (8d) oV
Ber = —Ysay +rgaz + zzas = —aysX +arsy + czs 2 (8d) oV
Bas = Ys a1 — Tgag + 2zg as = ays X — axgy + cz Z (8d) oV



Boy = x8a17y8a2+(28+%) as = azgfcfayquLc(szr%) Z (8d) ovVv
B3y = —xga; +ygas + (Zg+ %) as = —angc—l—aygy—i—c(zs + %) Z (8d) oV
Bs; = —ysa; —rgas + (28 + 1) as = —aysX —axsy +c (s +3) 2 (8d) oV
B3, = y8a1—|—x8a2—|—(z8+%) as = aygfc—l—axgy—i-c(zg—l—%) Z (8d) ovVv
B3 = Tgay + yg as + 29 as = argX+aygy + cz9z (8d) O VI
Bs, = —Tga; — Yo as + 29 as = —axgX —aygy + czo Z (8d) O VI
Bss = —Yyo @y + Tg as + 29 ag = —ayo X+ axgy + c29Z (8d) O VI
B3g = Yo a1 — Tg ag + 29 Az = aygX — argy + cz9 Z (8d) O VI
Bs; = Tgay — Ygas + (Zg+%) as = a:zzgfcfaygy+c(29+%) Z (8d) O VI
Bss = —zga; +ygas + (20 + 1) as = —azgX+aysy +c (20 + 3) 2 (8d) O VI
B3y = —yga; — Tgas + (29 + %) as = —ayoX —axrgy +c¢ (zg + %) Z (8d) O VI
By = Yoai + xgag + (Zg+ %) as = aygfc—!—axgy—i-c(Zg—F %) Z (8d) O VI
Ba = T10 a1 + Y10 a2 + 210 a3 = ario X+ ayio § + cz10 Z (8d) O VII
By = —T1pa1 — Y10 a2 + 210 A3 = —ar10X —ayi0y +cz102 (8d) O VII
By = —Y10 @1 + T10 @2 + 210 A3 = —ay10X + arioy + cz102 (8d) O vII
Bu = Y101 — T1p A2 + 210 @3 = ayioX — arioy + cz10 2 (8d) O VII
Bss =  @ppar—yoaz+ (210+35) a3 = arioX —ayioy +c (210 + 3) 2 (8d) O VII
By = —zpai+yoaz+ (210+3) a3 = —az10X +ayi0§ + ¢ (210 + 3) 2 (8d) O VII
Byr = —yioar —zp0az+ (z10+3) a3 = —ay10X —azroy +c(z0+3) 2 (8d) o vl
Bis = y10a1 + T1pas + (210 + %) as = ay1oX+arpy +c (zm + %) Z (8d) O VII
By = r11 a1 + Y11 a2 + 211 a3 = ax11 X+ ayy +cz11 2 (8d) O VIII
Bso = —T1181 — Y11 42 + 211 a3 = —ary1 X —ayn1y +cz11 (8d) O VIII
Bs: = —y11a1 + T11 a2 + 211 a3 = —aynX+ary +cz1z (8d) O VIII
Bs: = Yyi1a1 — x11az + 211 as = ayin X —axry y + cz1 2 (8d) O VIII
Bss = znai—ynas+ (z1+3)as = arpy R —ayn §+c(z1+3) 2 (8d) O VIII
Bss = —zpai+ynas+ (211+3)as = —arnnX+ayn §+c(z1+3) 2 (8d) O VIII
Bss = —ynai—znas+ (211+3) a3 = —ayn X —arny+c(z1+3) 2 (8d) O VIII
Bs¢ = yiai+ziiax+ (211 +3) as = ayii X +az §+c(zn+3) 2 (8d) O VIII
Bsr = Tizay + Y2 a2 + 21243 = arizX +ay12y + cz122 (8d) Se I
Bss = —r12a1 — Y1282 + 21283 = —ari2X —ay12y + cz122 (8d) Se I
Bsy = —y12@1 + T12 a2 + 212 a3 = —ay12 X +ari2y +czi2Z (8d) Se I
Beo = Yiza1 —Tizaz + 21223 = ayi12X —ar12§ +cz122 (8d) Se I
Ber = 2ppay—ypar+ (212+3)az = arpp R —ayny +c(z12+3) 2 (8d) Se I
Bez = —zi2a1+yipas+ (z12+3) a3 = —az1a X+ ay12§ + ¢ (212 + 3) 2 (8d) Se I
Bes = —yipa;—zipas+ (212+3) a3 = —ayin X —aziy+c(z2+3) 2 (8d) Sel
Bes = yipai+zipar+ (z12+3) a3 = ayi2 X +azi2§ +c(z12+ 3) 2 (8d) Se I
Bes = r13a1 + Y13 a2 + 213 a3 = ar13X +ay13y +cz132 (8d) Se 11
Bes = —r13a1 — Y1382 + 213 a3 = —ar13X —ay13y + cz132 (8d) Se 11
Ber = —y13a1 + T13a2 + 213 a3 = —ay13X +ar13y + cz13Z (8d) Se IT
Bes = Y13@1 — T13az + 213 a3 = ay13X — ari13y + cz13 (8d) Se 11
Bgos = @zay—yizar+ (213 +35)ag = arizR—ayi3y +c(z13+3) 2 (8d) Se IT



B70 = —X13 a1 + Y13 a2 —+ (213 + %) as = 7(11‘135( =+ ay13 y +c (2’13 =+ %) 2 (Sd) Se 11

B71 = —Yi13a1 — T13 a2 + (213 + %) as = —ayi13 5( — axris y +c (2’13 + %) 2 (Sd) Se II
Bz = yisai+zizar+ (z3+3) a3 = ayis X +ar13y +c (213 + 3) 2 (8d) Se IT
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