Pnc2 CuBrSes Structure:
ABC3_0P20_30_2a_c¢_3c¢-001

This structure previously used the label(s) ABC3_0P20_30_2a_c_3c. Calls to these addresses will be redirected here.
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e CuBrSes has also been reported in the |Pmna #53| orthorhombic space group. It is not clear that (Sakuma, 1991) knew
of the work of (Haendler, 1979). The two structures are very similar.

Simple Orthorhombic primitive vectors

a; = axX

az = by

ag = cZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz21 Z (2a) Brl
B, = %ag—k(zl—&—%) as = %b&—i—c(m—i—%) Z (2a) Brl
B; = zo ag = €z Z (2a) Br I
B, = %a2+ (zz+%) as = %by+c(7;2+%) Z (2a) BrII
By = r3ai + yzas + 23 as = ax3X +bysy + cz3 (4c) Cul
Bg = —r3a; —y3as + 23 as = —ax3X —bysy +c23% (4c) Cul
B, = xgal—(yg—%) a2—|—(23+%) ag = axg)‘(—b(yg—%)y—kc(zg—l—%)i (4¢) Cul
Bs = —zzar+ (y3+3) ax + = —arsX+b(ys+3) y+c(s+3) 2 (4c) Cul

(z3+3) a3
By = T4a1 +ysag + 24 ag = ars X +bysy + cz4 Z (4c) Sel
By = —Tga; —ygas + 24 a3 = —arys X —bysy +cz4Z (4c) Sel
Bi1 = x4a1—(y4—%) a2—|—(Z4+%) az = aa:4>“<—b(y4—%)§f—|—c(24—|—%)i (4¢) Sel
Bi2 = —zqar + (ya+3) a2 + = —axsX+b(ya+3) §+ec(ats)2 (4c) Se 1

(24 +3) a3
Bis = Tsay + ysas + 25 as = arsX + bysy + cz5 2 (4c) Se I1
Bis = —Tsa; — yYsas + 25 ag = —arsX —bysy + cz5 2 (4¢) Se II
Bis = x5a17(y5f%) a2+(25+%) ag = ax5>“<fb(y5f%) §f+c(25+%) Z (4¢) Se I1
Big = —r5a; + (y5 + %) as + = —axsX+0b (y5 + %) y+ec (25 + %) Z (4¢) Se 11

(2 +3) as
By = Tgay + yYg as + 2g as = argX + bysy + czg Z (4c) Se III
Bis = —xga; — Ygas + 2¢ as = —axgX —bys ¥ + cz6 2 (4¢) Se III
Bio = zsai—(yo— 1) as+(z+3%)as = argX—b(ys—3) y+c(z+3) 2 (4c) Se 111
By = —rgaj + (ya + %) as + = —argX+0b (y6 + %) y+c (26 + %) Z (4c) Se III

(26 + %) as
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