Pnc2 CuBrSes Structure:
ABC3_0P20_30_2a_c¢_3c¢-001

This structure originally had the label ABC3_0P20_30_2a_c_3c. Calls to that address will be redirected here.
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Prototype BrCuSes

AFLOW prototype label ABC3_0P20_30_2a_c_3¢-001
ICSD 71309

Pearson symbol oP20

Space group number 30

Space group symbol Pnc2

AFLOW prototype command aflow --proto=ABC3_oP20_30_2a_c_3c-001
~Tparams=a, b/a7 C/a’, 21,22,L3,Y3, 23, L4, Y4,24,T5,Y5, 25, L6, Y6, 26

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; = aX
az = by
ag = CZ
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz1 Z (2a) Brl
B2 = %a2+(zl+%) as %berc(zlJr%) 2 (28,) BTI
B; = 2z a3 = 20 Z (2a) Br 11
By, = %ag—i— (zg—&—%) as = %b&—i—c(zg—i—%) Z (2a) Br II
B = T3a; +yszas + 23 as = arzX + bysy + cz3 Z (4¢) Cul
BG = —r3a; — Yz az + z3as = —axrs X — byg S’ + cz3 Z (4(?) Cul
Br = azsai—(y3—3) ac+(3+3)a; = arsk—b(ys—3) §+c(zs+1)2 (4c) Cul
Bs = —zza; + (ys+3) a2 + = —arsX+b(ys+3) y+c(zs+3) 2 (4c) Cul
(24 1) 2
Bg = Tr4a) + Yq A2 + z4 a3 = ar4 b'e + by4 y + czy Z (4(3) Se I
Bio = —r4a; —ysas + z4a3 = —axaX —bys ¥ +cza (4c) Se I
Bi1 = 5L‘4a1—(y4—%) a2+(24+%) ag = ax4§<—b(y4—%)y+c(24+%)i (4c) Sel
B2 = —zga;+ (ya+3) a2+ = —arsX+b(ya+3) y+c(za+3) 2 (4c) Se I
(214 1) 2
B13 = I5 ay +y5 as + z5as = CLCC5)A(+by5y+CZ52 (4C) Se 11
B = —Z5a; — Y5 as + 25 as = —ax5X —bysy +cz52 (4¢) Se I1
Bis = msal—(y —%) a2+(z5+%) ag = ax55<—b(y —%)y—i—c(zs—i—%)i (4c) Se I1
Big = —x5a; + (y5 + %) as + = —axsX+0b (y5 + %) v+ec (25 + %) Z (4¢) Se II
(25 +3) a3
B17 = Teal + Yg a2 + 26 A3 = ale X+ by6 y + czg Z (4(?) Se III
Bis = —Xgai — Ygas + 2 as = —axgX —bys ¥y +cz6 2 (4¢) Se 111
By = xﬁal—(yﬁ—%) ag—l—(ze,—l—%) ag = ax6§<—b(y6—%) y—i—c(z@—i—%) Z (4c) Se I1I
By = —rga; + (yg + %) as + = —argX+b (y6 + %) y+ec (26 + %) Z (4¢) Se 111
(2 + 3) a3
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