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Trigonal (Hexagonal) primitive vectors
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a1 = lagx-Bay
az = %a)‘c + éay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—l—%az—l—%ag %a:‘c—k ?ay+%cz (2¢) Mn I
B, = %al—k%ag—k%ag %ai—%ay—i—%cz (2¢) Mn I
B; = 2o a3 czo % (4e) Sil
B, = — (22— 3) a3 —c(z2—13%) 2 (4e) Sil
Bs; = —zp a3 —czo 2 (4e) Sil
Bg = (ZQ + %) as c (zz + %) Z (4e) Sil
B~ %al—l—%ag—l—zgag %afc—&—%ay—i—cz;:,z (4f) Mn II
Bsg = %a1+%a2—(z3—%) as %af{—l— %ay—c(z;),—ﬁ) Z (4f) Mn II
By = %a1+%a2723a3 %aif%ayfc%z (4f) Mn II
Bio = %al—i—%ag—i—(zg—&—%) as laf(—%ay—l—c(z;g—i—g) Z (4f) Mn II
B Tgay +ysag + 24 ag %a (x4 +ys) X — ?a (x4 —ya) ¥+ cza2 (12i) Te I
B, = —ygay + (v4 — ys4) a2 + 24 a3 %a (x4 — 2yq4) X+ ?axél y+czz (12i) Te I
Bis — (x4 —y4) a1 —x489 + 2483 f%a (224 —ys4) X — @am V+czz (12i) Te I
B = —yga; — Tgay — (24 — %) as —%a (x4 +ys) X — %a (Ta—ya) ¥ — (12i) Te I
c (z4 — f) Z
Bis = — (4 —ya) a1 +yg a2 — sa(—xq +2y1) X+ @cmqy—c(z;; -3)2 (12i) Tel
(22— 3) as
Bis = ziai+(z4—ya) a2—(24 — %) as %a (224 —yq) X — @aym —c (z — %) Z (12i) Te I
Bir = —r4a) —Ygas — z4 a3 —%a (xa+yq) X+ ?a (x4 —Ya) § — 24 % (12i) Te I
Bis = ysay — (T4 —y4) ag — z4a3 sa(—x4 +2y4) X — @amy —c24 % (12i) Te I
By = (x4 —ys4) a1 + x4a9 — 24 a3 50 (224 —ys) X+ @am}“f —c24 7 (12i) Te I
By = ysay + xgag + (z4 + %) as 50 (T4 +ys) X+ @a (xg—ya) ¥+ (12i) Te I
c (24 + %) Z
Bar = (z4—wy1) ar—yaaz+ (24 + 3) as 3a(zg — 2ys) X — @amy +c(za+3) 2 (12i) Te I
B2z = —zr4a; — (T4 —ya) az + —5a(2z4 —ya) X+ @a?ﬂy +c(zat3) 2 (12i) Te I
(22 +3) as
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