Pinnoite (MgB>O|OH]g) Structure:
A2B6CD7 tP64 77 2d 6d d ab6d-001

This structure originally had the label A2B6CD7_tP64_77_2d_6d_d_ab6d. Calls to that address will be redirected here.
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Prototype BoHgMgO~r

AFLOW prototype label A2B6CD7_tP64_77_2d_6d_d_ab6d-001
Mineral name pinnoite

ICSD 20662

Pearson symbol tP64

Space group number 7

Space group symbol P4,

AFLOW prototype command aflow --proto=A2B6CD7_tP64_77_2d_6d_d_ab6d-001
--params=a, ¢/a, 21, 22, T3, Y3, 23, L4, Y4, 24, T5, Y5, 25, L6, Y6, 26, L7, Y7, 27, T8, Y8, 28, L9,
Y9, 29,210, Y10, 105 T11, Y11, 211, 12, Y12, 212, L13, Y13, 213, T14, Y14, 214, L15, Y15, 215, L16, Y16, 216,
Z17, Y17, 217

e (Genkina, 1983) state that their Wyckoff positions were to be multiplied by 10~%. This is not the case for the
z-coordinates and the z- and y-coordinates of the hydrogen atoms: those coordinates should be multiplied by 10~3. This
confusion led to incorrect hydrogen-oxygen distances in both our original page (Hicks, 2019) and in (Villars, 2016). We
believe the current interpretation is correct, as our Mg-O and B-O distances agree with (Genkina, 1983) and all of our
O-H bonds are on the order of 1A. The ICSD CIF also interprets the coordinates in this fashion.
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Simple Tetragonal primitive vectors

a; = axX
as = ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz1 % (2a) OI1I
B, = (z1 + %) as = c (zl + %) Z (2a) Ol
B; = %a1+%a2+22a3 = %ai—k%ay—kczzi (2b) O1II
B, = laj+lay+ (22+12) a sa%k+3ay+c(za+3)2 (2b) Ol
By = r3ay + yzas + 23 a3 = arsX +aysy +cz3Z (4d) BI
Bg = —r3za; —yszas + z3as = —ax3X —aysy +cz32 (4d) B1I
B, = —ysa; +r3as + (z3+%) as = faygchramgerc(z:ng%) Z (4d) B1I
Bs = ysa; —xzas + (23 + 3) as = aysX —azzy +c (23 + 1) 2 (4d) B1
By = Tgay + ygas + 24a3 = arys X+ aysy +cz4 2 (4d) B1I
B = —x4a; —Ygas + 24 a3 = —araX —ays,y +cz4 2 (4d) BI1I
By = —yga; +x4as + (Z4+ %) as = fay4§(+am4y+c(24+ %) Z (4d) B1I
B2 = ysar —zgay+ (24 + 3) as = aysX—azs§+c(za+ 1) 2 (4d) B II
Bz = Tsay + ysas + 25 as = ars X+ aysy + cz5 2 (4d) HI
By = —Tsa; —Ysas + z5as = —axsX —ays ¥ + czs5 Z (4d) HI
Bis = —ysa; + T5as + (25 + %) as = fay5)2+ax5y+c(z5 + %) Z (4d) HI
Bie = ysar —a5ay + (25 + 5) as = aysX —azs§+c (25 + 1) 2 (4d) HI
By = Tgay + Yeas + 2¢ as = arg X+ aysy + cz6 2 (4d) HII
Bis = —Tga] — Yg Az + 26 A3 = —areX — aye ¥ + cz6 Z (4d) HII
By = —ysar +zeazr + (2 + 5) as = —aysX +arcy +c (26 + 5) 2 (4d) HII
Bao = ysar — zeaz + (26 + 5) as = ayeX —azgy +c (26 + 1) 2 (4d) HII
By = T7ay + yras + z7as3 = ar7X+ay: ¥ +cz7z (4d) H III
By = —x7a; —yras + z7ag = —ax7X —ayry +czrz (4d) H III
Bos = —yra; +x7as + (Z7 + %) as = —ay;X+axry +c (27 + %) Z (4d) H III
Boy = yray — x7ag + (27 + %) as = ay; X —ar7y +c (27 + %) 2 (4d) H III
Bos = Tga; + ysas + 2g as = argX +aysy + czg Z (4d) HIV
Bog = —rga; — ygas + zgas = —argX —aysy + czz Z (4d) HIV
Bor = —ygai + rgas + (28 + %) as = —aygfc—i—axgy—i—c(zg + %) Z (4d) HIV
Bos = Ysa; — Tgas + (Zg + %) as = aysX —argy +c (Zs + %) 2 (4d) HIV
Boy = Tgaj + yg as + 29 as = argX + ayyy + czg Z (4d) HV
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Byr = —yizait+rzas+ (z13+3) a3 = —ay13 X +arzy +c(z13+ 3) 2 (4d) O1v
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B30 = —Tgay — Y9 ao —+ Zg as = —QaXy )A( — aYg 5’ + CZg i
B o . 1 o . ~ ~ 1\ &
31 — Ygal + Tgas + Zg+2 as = ayYyoX + axrgy + ¢ Zg+2 Z
1 - - 1\ 5
B3, = ygal—m9a2+(zg+§) as = aygx—ax9y+c(29+§)z
B3z = Zioar + Yo az + 210 a3 = ario X+ ayi0y + czi02
B3y = —T10a1 — Y10 A2 + 210 a3 = —aripX —ay10y + cz102
B _ 1 _ . ~ ~ 1\ &
35 = —ywoar+zpaz+ (z0+3) a3 = ayioX+ary +clzio+3) z
1 A ~ 1\ -
Bss = Yioar — Tipaz + (Zlo + 5) as = ayioX —aripy +c¢ (210 + 5) Z
B3y = T11 a1 + Y11 az + z11 a3 = aryiX+ayny +cz1 2
Bss = —x11a; — Y11 a2 + 211 a3 = —ar11X —ayy +cz11 2
B o . 1 o . N ~ 1\ &
39 = ynar+ziiaz+ (211 +3)a3 = aynX+arny+clzn+3) 2z
1 - - 1\ 5
B4 = Yyiiar —ripag + (211 +§) as = ayux—axl1y+c(z11+5) z
B = Ti2a1 + Y12 @2 + 21243 = aria X+ ayi12y + cz122
By = —Z12@1 — Yi12a2 + 21233 = —ar12X —ay12y +c2122
Ba« — — 1 _ e & 5 1) 5
43 = Yyizar +xi2az + (212 +3) a3 = ayi2 X +axi2y +clzi2+ 3) 2
1 - ~ 1\ -
By = Yizai — Trizag + (212 + 5) as = ayi2X —aripy +c¢ (Z12 + 5) z

By = T13a1 + Y13 a2 + 213 a3 = ar13X + ay13 ¥ + cz13 2

Bas = yisar —xzap+ (213 +3) as = ay13 X —az13§ +c(z13 + 3) 2 4d 01V
By = 1421 +y1aa2 + 21423 = ariy X +ay14y + cz142 4d oV
Bso = —ZTi4@1 — Y14 a2 + 214 a3 = —ar1aX —ay1ay +cz142 4d oV
Bsy = —yuait+ruas+ (24+3) a3 = —ayuu X +arsy +c(z1a+3) 2 4d oV
Bss = yua—zuax+ (214 +3) as = aya X —ar1a§ +c (214 + 3) 2 4d (ORY
Bss = Tisa1 + Y15 az + 215 a3 = arisX +ay15y + cz152 4d O VI
Bss = —Z15 a1 — Y15 a2 + 215 A3 = —az15X —ay15y + 2152 4d O VI
Bss = —yisaitrisas+ (215 +3) a3 = —ayis X+ arisy +c(z5+3) 2 4d O VI
Bs¢ = yisai—xsap+ (215 +3) a3 = ayisX —azi5§ +c (215 + 5) 2 4d O VI
Bsr = T16 a1 + Y16 a2 + 216 A3 = arigX + ayie ¥ + cz16 2 4d O VIl
Bss = —T16a1 — Y16 A2 + 216 a3 = —ar16X — ayi6 § + cz16 2 4d O VII
Bsg = —yisa1+rieas+ (216 +3) a3 = —ayis X +ariey +c (216 + 3) 2 4d O VII
Beo = yisar—xgaz+ (216 +3) ag = ayi6X — ari6y +c (216 + 3) 2 4d O VII
Be1 = Ti7a; +yi7ag + z17 a3 = ar17 X+ ay17 ¥ +czir 4d O VIII
Be2 = —T17a1 — Y17 a2 + 217 a3 = —azr17X —ay17y +cz7 4d O VIII
Bes = —wyira;+zi7as+ (z17 + %) az = —ay17X+ax17y +c (z17 + %) Z 4d O VIII

Bes = Yirar —xiraz + (217 + %) as = ay17 X —ax17y +c¢ (z17 + %) Z O VIII
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