Atacamite (Cug(OH)3Cl) Structure:
AB2C3D3_0P36.62_c_ac_cd_cd-001

This structure originally had the label AB2C3D3_oP36_62_c_ac_cd_cd. Calls to that address will be redirected here.
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Prototype CICuoH503

AFLOW prototype label AB2C3D3_0P36_62_c_ac_cd_cd-001
Mineral name atacamite

ICSD 61252

Pearson symbol oP36

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=AB2C3D3_oP36_62_c_ac_cd_cd-001
—~params=a, b/a7 C/Cl, T2,22,L3,23,L4,24,L5,25,L6,Y6,26,L7,Y7,27

Simple Orthorhombic primitive vectors
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a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Cul
B, = %al —I—%ag %ai—l—%ci (4a) Cul
B; = +ay sby (4a) Cul
B, = %al—i—%az—i-%ag %ak—k%by—i—%ci (4a) Cul
By = x2a1+%a2+22a3 ax25<+%by+0222 (4c) Cll
B = —(z2—3) ar+3a+ —a(za—3) X+ 3by+c(za+3)2 (4c) ClI
(22 + %) as
B, = —z2a; + 3a; — 2 a3 —azo X+ 3b§ — 22 (4c) ClI
Bg = (m2+%)a1+ia2—(zg—%)a3 a(x2—|—%)5<—|—%b§/—c(zg—%)2 (4¢) Cll
By = x3a1+ia2+23a3 axg,f(—i—iby—i—cai (4¢) Cu Il
Bio = —(z3—3) ar+3a+ —a(zs3—3) X+ 3by+c(z+3)2 (4c) Cull
(2 + 1) g
By = —x3a; + %ag — 23 a3 —ax3X + %by —cz3 7 (4¢) Cull
B = (1:3+%) a1+ia27(23f%) as a(x3+%)5{+ibyfc(23f%)2 (4¢) Cull
Bz = x4a1—|—ia2+24a3 ax4>‘<+iby+cz42 (4¢) HI
By = —(m—%) al—&—%ag—&— —a(m—%)i—i—%b&—i—c(z;;—i—%)i (4c) HI
(z4 + %) ag
Bis = —z4ag + %32 — z4a3 —azrs X+ %by —C2 Z (4¢) HI
Big = (x4+%)a1+%a27(z47%)a3 a(x4+%)5(+%byfc(z4f%)2 (4c) HI
By = x5a1+ia2+z5a3 ax55<+%by+cz5i (4¢) Ol
Bis = —(%—%) al—&—%ag—&— —a(%—%)&—i—%by—i—c(%—i—%)i (4c) OI1
(25 + 3) as
By = —z5a; + %ag — z5az —ars X + %by — c25 % (4¢) Ol
By = (x5+%)a1+ia2—(z5—%)a3 a(xg,—i-%)f(—i—iby—c(%—%)i (4c) (O
By = Tgay + yg as + 2 as argX + bysy + czg Z (8d) HII
By = —(xg—%) a; — ygas + —a(x6—%)5c—by6y+c(26—|—%)i (8d) HII
(26 + 3) as
Bas = —zear + (Y6 + 3) a2 — z6 a3 —azgX+b(ys+ 5) ¥ — cz6 2 (8d) HII
Bay =  (z6+3)ar—(ys—3) az— (z6+2)%—bys—3)F—c(zs—3) 2 (8d) HII
26— 5) as
Bos = —Tga; — Ygas — 2 A3 —axgX — bys ¥ — c26 Z (8d) HII
Bog = (a:6—|—%) a1—|—y6a2—(z6—%) as a(xg—&—%) )2+by6y—c(26— %) Z (8d) HII



B27 = :cﬁalf(yﬁf%) as + 2g as = azﬁfcfb(y@f%)quczﬁZ (Sd) HII

Bas = —(z6—3)ai+(ve+3)as+ = —a(ze—3)%+b(ys+3)I+c(z+3)2 (8d) HII
(2’6 + %) as

By = T7a; + yras + 27 as = ar7X+by; y +czrz (8d) OII

B3y = —(aw—%) a; —yrag + = —a(x7—%)>2—by7y+c(z7—|—%)i (8d) OII
(27 +3) a3

Bs:1 = —zrai+(yr+3i)ay—zra3 = —ar7X+b(yr +3) ¥ — ez 2 (8d) on

B3, = (zr+ar—(yr—3a— = a(zr+d)x—blyr—3)F—c(x—1)2 (8d) O1I
z7 — 3 as

B33 = —T7a] —Yraz — zZ7as = —ax75< — by7 y — Cz7 Z (8d) oIl

B3y, = (1:7—#%) a1—|—y7a2—(z7—%) az = a(aw—&—%) )2+by7§f—c(27— %) Z (8d) oIl

Bss = T7a; — (y7 — %) as + z7as = axrX —b (y7 — %) V+cziz (8d) OlII

Bsg = —(zr—3)ai+(yr+3)as+ = —a(zr—3) &%+b(yr+3)9+c(zr+3)2 (8d) oIl
(27 + %) as
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