Wiilfingite (e-Zn(OH)s, C31) Structure:
A2B2C oP20.19 2a 2a a-001

This structure previously used the label(s) A2B2C_oP20_19_2a 2a_a. Calls to these addresses will be redirected here.
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Prototype Hs057Zn
AFLOW prototype label A2B2C_0P20.19_2a_2a_a-001
Strukturbericht designation C31
Mineral name wiilfingite
ICSD 50447
CCDC 1615368
Pearson symbol oP20
Space group number 19
Space group symbol P2,212¢

AFLOW prototype command  aflow --proto=A2B2C_oP20_19_2a_2a_a-001
--params=a, b/a, c/a,x1,y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Y4, 24, T5, Y5, 25
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Other compounds with this structure
ﬁ—Be(OH)Q

e (Corey, 1933) originally determined the structure of e-Zn(OH)s, but they were unable to locate the hydrogen atoms. This
structure was given the Strukturbericht designation C31 by (Gottfried, 1937).

e (Stahl, 1998) located the hydrogen atoms, and found that they did not change the space group, so we use the updated
structure as our C'31 prototype.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ria; +yiaz+ z1as = ar1X+byy+cz1 2 (4a) HI
B, = —(a:1—%)a1—y1a2+ = —a(xl—%)fc—by15r+c(z1+%)i (4a) HI
(1 + 1)
B = —x1a1+(y1+%) as — = —aa:l)‘(—i-b(yl—l—%)y—c(zl—%)i (4a) HI
(21— 3) as
By, = (ml—l—%) al—(yl—%) az—z1ag = a(ml—&—%)f{—b(yl—%)y—czli (4a) HI
Bs = Toaj +Y2as + z2as = aro X + byg Y +czoZ (43) HII
BG = 7(1727%) al—y2a2+ = 7&($27%)5\(7by25’+6(22+%)2 (48,) HII
(22+3) as
B, = —x2a1+(y2+%) as — = —axgi—i—b(yg—l—%)y—c(zQ—%)Z (4a) HII
(22— 3) as
Bg = (3’324—%) al—(yg—%) as—2z29a3 = a<$2+%)ﬁ—b(y2—%>y—0222 (4a) HII
By = rzaj +ysaz + z3as = ar3X +bysy + cz3 (4&) Ol
B = 7(1’37%) a; —ysas + = *Q(%g*%)i*by3y+0(23+%)2 (4a) (OB
(2’3 -+ %) as
Bi1 = —xgal-‘r(ys-i-%) as — = —angi-l-b(y:g-i-%)y—c(zg—%)i (48,) O1
(s —3) as
Biz = (z3+3)ai—(y3—3) az—2z3a3 = a(zs+3) X—b(ys—3) §—cas2 (4a) (0!
B13 = T4 Qg +y4 ao +Z4 as = CLCC4)A(+by4y+CZ42 (4&) O II
By = —(za— 1) ar —ysar + = —a(zg— ) X —byay+c(za+3)2 (4a) oIl
(za+ %) a3
Bis = —x4a1+(y4+%) as — = —ax4)2+b(y4+%) y—c(24—%) Z (4a) oIl
(- 3) o



B16 = ($4+%) al—(y4—%) ag —z4 A3 = Q(I4+%)5‘(7b(y47%)y76242 (48,) oIl

By = Tsay + ysas + 25 as = axs X + bys ¥ + cz5 Z (4a) Zn 1
Bis = —(:1%—%) a; —ysas + = —a(xs—%)&—by5y+c(25+%)i (4a) Zn 1
(25 + %) as
By = —zsar + (Y5 + 3) as — = —arsX+b(ys+3) §—c(z—3) 2 (4a) Znl
(25— 3) as
By = (:v5+%) alf(y5f%) ay—z5a3 = a(x5+%)§(7b(y5f%)yfcz52 (4a) Zn 1
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