Godlevskite (NigSg) Structure:
A9B8_0C68_21 acehik2] 41-001
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Prototype NigSg

AFLOW prototype label A9IB8_0C68_21_acehik2l_41-001
Mineral name godlevskite

ICSD 63080

CCDC 1626227

Pearson symbol 0C68

Space group number 21

Space group symbol C222

AFLOW prototype command aflow —-proto=A9B8_oC68_21_acehik21_41-001

~Tparams=a, b/a7 C/a/y T3,Y4,25,26,L7,Y7,27,T8,Y8, 28,9, Y9, 29,T10, Y10, 10, L11, Y11,
211, X125 Y12, 212
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o (Fleet, 1987) says that the actual composition of the sample is (Nig 7Feg 3)Ss with no information about where the iron
atoms are located, although the associated ICSD entry states that our Ni-II (2¢) (Fleet’s (2b)) site is half nickel and half
iron.

Base-centered Orthorhombic primitive vectors

S
a; = %ai — %by
as = %a)“( + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Nil
B, = sa;+jas+ 3 as = saX+ 3c2 (2¢) Ni II
B; = r3al + T3 as = arzX (4e) Ni III
B, = —r3a; — r3ag = —ax3 X (4e) Ni III
B; = —ysa; +ysas + %agg = bys ¥ + %ci (4h) Ni IV
Bg = Yaa; —ysas + 3 as = —bys § + 3c2 (4h) Ni IV
B7 = Z5 a3 = Czs Z (41) NiV
Bs = —Z5as = —CZ5 Z (41) NiV
By = %ag—i—z(;ag = iaf:—i— iby—i—chi (4k) Ni VI
By = 3a; — zg a3 = 10X — by —cz6 2 (4k) Ni VI
B, = (x7 —y7) a1 + (z7 + y7) as + = ar7X+by;: ¥ +czr2 (81) Ni VII
Z7ag
Biz2 = —(wr—yr)ar—(zr+yr)azt+ = —ar7X —byry +czrz (8) Ni VII
Z7ag
B13 = - (I7 =+ y7) a; — (.277 — y7) ag — = —(1137)’\( =+ by7 5’ — CZ7 Z (81) Ni VII
Z7 as
B4y = (x7 +y7) a1 + (z7 — y7) a2 — = axr7X —by; y — c27 Z (81) Ni VII
Z7as
B15 = (J,‘g — yg) a; + (338 + yg) as + = ars b'e + byg }7 + czg Z (81) Ni VIII
Zg a3
Big = — (.’Eg — yg) a; — (1'8 + yg) as + = —azrs X — byg 5’ + czg Z (81) Ni VIII
Zg as
Bi7; = — (.Z‘g + yg) a; — (338 — yg) as — = —axgX +bysy —czg 2 (81) Ni VIII
zZg as
B18 = (1’8 + yg) a; + (SUg — yg) as — = ars X — byg y — CZg V7 (81) Ni VIII
Zgag
Big = (xg — yo) a1 + (29 + yg) a2 + = argX +byoy + cz9 2 (81) S1
Zg ag



Bao = —(zo—yo)ar— (zo+yo) az+ = —az9X —byg ¥ + cz9 2 (81) ST

Zg as
Ba:1 = —(xz9+yo)ai—(xg—yo) ag— = —aro X +bygy — cz0 2 (81) SI
Zg as
B2 =  (xo+yo)ar+ (vg—yo) az— = argX —byg § — cz9 Z (81) S1
Zg as
B2z = (z10 — y10) a1 + = arioX + by ¥ + cz102 (81) S I
(710 + y10) a2 + 210 a3
Boy = — (.1:10 - y10) a; — = —azx19X — by10y + cz10 Z (81) S1II
(10 + y10) a2 + 210 a3
Bes = — (210 + y10) @1 — = —az10X + by10y — cz102 (81) S
(r10 — Y10) @2 — 210 @3
B2 = (w10 + y10) a1 + = arioX —by1oy — cz102 (81) SII
($10 - y1o) az — zjp4as
By = (xll — yll) a; + = ari X+ byll S’ + cz11 Z (81) S III
(z11 +y11) a2 + z11 a3
Bogs = —(r11 — y11> a; — = —arx11 X —by1ny +cz11z (81) S IIT
(11 +y11) a2 + z11 a3
By = — (5511 + yll) a; — = —ax11 X + byll y —C211 2 (81) S III
(3011 - yll) Az — 21143
B3 = (11 +y11) a1 + = ari1 X —byn y — cz11 2 (81) S I
($11 - y11) Az — 21143
B3, = (1712 — ylg) a; + = ax12X +by12y + cz122 (81) SIV

(x12 + y12) Az + z12 a3

Bs, = — (9612 - y12) a; — = —ax12X — by12y + cz12Z (81) SIV
(12 + y12) a2 + z12a3

B3z = — (12 + y12) a1 — = —ar12X +by12y — cz122 (81) S1v
(112 - y12) ag — z124a3

B3y = (x12 —+ y12) a; + = aris X — by12 y —CZ212Z (81) SIV
(5612 - y12) Az — 21243
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