BaCaSi04 Structure:
ABC4D _hP56_186_bc_ac_b3cd_be-001
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G/’/.”'\O ° 9, °
Prototype BaCa0,4Si
AFLOW prototype label ABC4D_hP56_186_bc_ac_b3cd_be-001
ICSD 67092
CCDC 1629131
Pearson symbol hP56
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Space group number 186

Space group symbol P63mc

AFLOW prototype command aflow --proto=ABC4D_hP56_186_bc_ac_b3cd_bc-001

——para.ms=a,c/a,zl, 22423, %4,T5,25,L6,26,L7,27,T8, 28, L9, 29,T10, 210, L11, Y11, 211

Hexagonal primitive vectors

a2

al
a1 = lagx-LBay
az = SaX+ éay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c2 % (2a) Cal
B, = (z1+1)a = c(z1+3) 2 (2a) Cal
Bz = ja+3a+zmag = %ai+fay+cz2z (2b) Bal
B, = %a1+%a2+(22+%) as = %ai—?ay—i—c(zz—i—%)z (2b) Bal
B; = za;+ 2as+ 23a3 = %ai—&—?ay—i—cz;;i (2b) 01
Bg = %a1+%a2+(z3+%)a3 = %ai—%ay—kc(zg—l—az (2b) OI1I
Br = %a1+%32+24a3 = %aiﬁ—%ay—i—c‘qz (2b) S
Bs = 2ai+tas+ (24 +3) a3 = la%k — \f ay+c(za+3)2 (2b) Sil
By = T5a, — Tsag + 25 as = —\fax5 v+ cz52 (6¢) Ba II
B = Tsa; + 2x5as + 25 as = %am X+ @am ¥ +cz52 (6¢) Ba II
B = —2x5a; — x5as + 25 as = —%ax5>“<+ @axg,y—kczg,i (6¢) Ba II
By = —Zsa; +xT5as + (25 + %) as = V3azs§ + ¢ (z5 + %) Z (6¢) Ba II
Bz = —r5a; — 2T5as + (25 + %) as = —%a%fc — @amy +ec (z5 + %) Z (6¢) Ba II
B = 2z5a; +z5a2 + (Z5 + %) as = %axsi— §QI5}A’+C(Z5+ %) Z (6¢) Ba II
By = Tga] — Tg A + 2 a3 = —VBaxe§ + cz6 2 (6¢) Ca Il
Bis Tgay + 2z as + 2 as = ga:lcg X+ ‘faacg ¥+ c2Z (6¢) Ca II
By, = —2rga; — Tgas + 26 as = gaxf; X+ faxﬁ V+cziz (6¢) Ca II
Bis = —xga; +rgas + (26 + %) as = V3axe§ + ¢ (26 + 5) Z (6¢) Ca II
By = —wga; —2zga2+ (26+ 1) a3 = —Sazgk — @amy +c(2+ 1) 2 (6¢) Ca II
Bag 2x¢ a; + Tgas + (26 + %) as = %angi - @a%y +c (ZG + %) Z (6¢) Ca Il
By, = Tra) — Tyas + z7as = —V3axry + czr 2 (6¢) O1II
Boy = r7a; + 2x7as + 27 as = %a:w X+ @am y+czr (6¢) OlII
Bos = —2x7a; — x7as + 27 as = —%am X+ ?am y+czr (6¢) O1II
Bay = —w7a; +aray + (27 + 3) ag = V3azz§ +c(z7+3) 2 (6¢) oIl
Bas = —w7a; —2z7as+ (27 +1)a; = —Sazr % — iax7y +e(zr+3)2 (6¢) oIl



Bog = 2z7a; +z7as + (27 + %) as = %axw‘c - gamy +c (27 + %) Z (6¢) OlII
Bor = Tga] — rgas + zg as = —V3azsy + c2s 2 (6¢) O III
Bos = rga + 2xgas + 25 as = gaxg X+ ‘faacg v+ 27z (6¢) O III
Bag = —2rga; — Tgas + 2z as = 2aac8 X+ faatg ¥V +c2sZ (6¢) O III
B3y = —xga; +rgas + (Zs + %) as = V3axs§ + ¢ (Zg + 5) Z (6¢) O III
Bs1 = —zsa; —2zgas+ (23 +1)ay = —Sazg %k — @aﬂcgy +c(s+1) 2 (6¢) O III
B3z = 2rga; + Tgas + (Zg + %) as = %angi - ?axgy +c (Zg + %) Z (6¢) O III
B3 = Tgay — Tgag + 29 as = —V3axgy + cz9 2 (6¢) o1V
B3, = Tgay + 2xg as + 29 as = %aarg X+ @azg ¥+ czg2 (6¢) (ONAY
Bs; = —2x9a; — Tgag + 29 Az = —%amg X+ @axg ¥ +czg2 (6¢) o1V
B3 = —Zgaj + xgas + (29 + %) as = V3aze§ + ¢ (Zg + l) 2 (6¢) o1V
Bs; = —Tga] — 2xgag + (zg + %) as = —%wagx - Laxgy +c (29 + ) (6¢) o1V
Bss = 2rga; + xgas + (20 + 3) as = Samg %k — @ax9y+c(29+ 1)z (6¢) 01V
B3y = Tipa] — T1p s + 210 as = —V3Baz10§ + cz10 2 (6¢) Si Il
By = Tioa1 + 2210 a2 + 210 a3 = gaxlo X+ ‘fa:clo ¥ + cz10Z (6¢) Si II
B4a = —2x1pa; — x10a2 + z10 a3 = —%a:clo X+ %azlo ¥+ cz10Z (6¢) SiIl
By = —zp0a1+z0ay+ (210+3) a3 = V3az109 + ¢ (210 + 3) 2 (6¢) Sill
Bys = —zpa; —2zppas+ (210+3) a3 = —3az10% — @amlo y+c(zio+1i) 2 (6¢) Si Il
By = 2z9a1 +z10a2 + (210 + %) a3 = %axlo X — ?awlo y+ec (z10 + %) Z (6¢) Si II
By = T11a1 + Y11 @z + 211 a3 = %a (11 +y11) X — \Q[A a(ryy —y11) ¥+ (12d) ov
cz11 %
By = -—ynai+(rin—yn)a+ziaz = sa(z11 —2y11) X+ Lafﬂn y+ezz (12d) oV
By = —(z11—yn) ai—znas+ziiaz = —3a (2w —ynn) X— iaylly—i—czuz (12d) oV
Bss = —znai—ynas+ (zi1+3)a3 = —gza(zin+yn) X+ %a (T11 —y11) ¥+ (12d) oV
c (zll + % Z
By = y11ar — (r11 — yi1) ag + = sa(—w11 + 2y11) X — @aﬂﬁl v+ (12d) ov
(211 + 1) a3 clzi1+1) 2
Bso = (11 —y11) a1 + 1@z + = ta (2w —yn) X+ @ayn v+ (12d) oV
(211 +3) as c(z1+3) 2
Bs: = —Yiia; — i1z + 21183 = —%a (711 +y11) X — %a (11 —y11) ¥ + (12d) oV
cz11 %
Bs: = —(rii—yn)ai+yna+ziaz = %a(—l‘u +2y11) X+ fa$11Y+0211Z (12d) oV
Bss = zpai+ (zn—yi) a2+ ziiaz3 = 1a (211 —yn) X — %aynerCZnZ (12d) oV
Bss = yuai+anas+ (211+3) as = la(z +yn) X+ f (xu —y11) ¥+ (12d) oV
(211 +
Bss = (11 —y11) a1 —ynaz + = sa(z11 — 2y11) X — ?axll v+ (12d) oV
(it 1) (it 1) s
Bse = —zna; — (11 —yn) a2 + = —3a(2z11 —y11) X+ §Gy11 v+ (12d) oV
(211 + %) ag ¢ (le + %) z
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