MgoZnyy (D8.) Structure:
A2B11_¢P39_200_f_begik-001

This structure previously used the label(s) A2B11_cP39_200_f _aghij. Calls to these addresses will be redirected here.
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Prototype MgsZnq

AFLOW prototype label A2B11_¢P39_200_f_begik-001
Strukturbericht designation DS,

ICSD 104898

CCDC 1662799

Pearson symbol cP39

Space group number 200

Space group symbol Pm3

AFLOW prototype command aflow —--proto=A2B11_cP39_200_f_begik-001
—~params=a, T2, T3, L4, L5, Y6, 26
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Other compounds with this structure
NaQCdll, MgQCU6A15, MggCugGa5, NagAuglng,, SCQCO7Ga4, K6Na14CdTllg, KGNa14HgT118, K6Na14MgT118, K6N314ZDT118

Simple Cubic primitive vectors

P
a; = ax
az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = laj+3ar+1ag = lax+Ltay+ laz (1b) Zn 1
B, = T ag = ars X (6e) Zn 11
B; = —2o a3 = —axe X (6e) Zn 11
By, = To Ay = arsy (6e) Zn 11
B = —T9 as = —axyy (6e) Zn 11
Bg = T as = axre Z (6e) Zn 11
B = —xoas = —axo Z (6e) Zm 11
Bg = rza + %33 = ars3 X + %ai (61) Mg I
By = —x3a; + % as = —ax3 X+ %a Z (6f) Mg I
Bio = %al + x3 a5 = %ai—ka:rgy (6f) Mg I
By1 = %al — T3 as = %afc— ar3y (6f) Mg I
By = %ag + x3 a3 = %ay—kaxgi (61) Mg I
Bz = %ag — r3as = %ayfazgi (6f) Mg I
Bis = rqa; + % as = ars X + %ay (6g) Zmn 111
Bis = —zga1 + 5 a = —azs X+ say (6g) Zn 111
Big = Tiay + 3 as = arsy + taz (6g) Zn 111
By = —xz4ay + % as = —azxsy + %ai (6g) Zmn 111
Bis = % a; + 14 a3 = %af( +aryz (6g) Zm 111
By = sa; —z4a3 = TaX — ary 2 (6g) Zn 111
By = Tsap + r5as + x5 as = arsX +arsy + axs z (81) Zn IV
B2y = —T5a; — x5a2 + x5 as = —arsX —axrsy +axrs z (8i) Zn IV
By, = —T5a; + r5ay — s as = —arsX +axsy — ars z (8i) 7n IV
Bos = Tsa] — Tsas — Ty as = ars X — arsy — ars Z (81) 7n IV
B2y = —Isa; — Tsas — Ty as = —arsX —axrsy — axs Z (81) Zn 1V
Bos = Tsa; + Tsas — Tsas = axs X+ axrsy —axsz (8i) Zn IV
By = Tsa; — Tsag + Tsag = axrsX —arsy + axrs z (8i) Zn IV



B27 = —Z5a) +Tsag + Trsas = 7@.%5?(4’(11355’4’@.%52 (81) Zn IV

Bos = %al + yg as + 2¢ a3 = %ai—i—aygy—i—az(;i (12k) n'V
By = %al — Y6 as + 2g as = %a&— ayey + az¢ Z (12k) Zn'V
B3 = %al + yg as — 2g as = %af{—l—ay(jy —azgZ (12k) Zn'V
B3, = %al — Y6 A — 2g a3 = %af{—ay@yfazﬁﬁ (12k) n'V
B3>, = zgal + %32 + yg as = azg X + %ay—kaygi (12k) n'V
B3z = zgag + %ag — g as = azg X + %ay—ay(ji (12k) /n V
B3y = —zgay + % as + yg as = —azg X + %ay +ays Z (12k) Zn'V
Bss = —zgay + %ag — Yg ag = —azg X + %ay — aye Z (12k) n'V
Bsg = Y6 a1 + 2 ag + %ag = aye X +azgy + %ai (12k) Zn 'V
Bsr = —ygay + zgas + %33 = —ayeX +azgy + %ai (12k) Zn V
Bss = Y6 a1 — 26 ag + % as = ayeX —azgy + %ai (12k) Zn'V
B3y = —Ygay — zgas + % as = —aygX —azgy + %aﬁ (12k) n'V
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