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

This structure previously used the label(s) A2B6CD7_tP64_77_2d_6d_d_ab6d. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/Z918

https://aflow.org/prototype-encyclopedia/A2B6CD7_tP64_77_2d_6d_d_ab6d-001

Prototype BoHgMgO~r

AFLOW prototype label A2B6CD7_tP64_77_2d_6d_d_ab6d-001
Mineral name pinnoite

ICSD 20662

CCDC 1598424

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, T4, Y4, 24, T5, Y5, 25, L6, Y6 261 L7, Y75 27, T8, Y8, 28, L9,
Y9, 29, 10, Y10, 2105 11, Y11, 211, 12, Y12, 212, 13, Y13, 213, L14, Y14, 214, L15, Y15, 215, 16, Y16, 16
L17, Y17, 217
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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.

Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 = cz1 7 (2a) Ol
B, = (zl + %) as = c (zl + %) Z (2a) Ol
B; = %al—l—%ag—kzgag = %ai—i—%ay—i—czgi (2b) OII
B, = %al—l—%ag—i—(zg—&—%) as = %aﬁ—&—%a&—&—c(zy—!—%)i (2b) O1II
Bs = T3ai + yzas + 23 a3 = arz3X +aysy +cz3 2 (4d) B1I
Bg = —x3a; — ysas + 23 as = —ar3X —aysy +cz3Z (4d) B1
B, = —ysa; +xzas + (234 3) ag = —aysX+axsy+c(z+3) 2 (4d) BI
Bs = ysa; —zzag + (23 + 3) ag = aysk —azsy +c (23 + 3) 2 (4d) B1I
By = Tga) + ygas + 24 a3 = arsX+aysy +cza 2 (4d) B II
Bio = —x4a] —Ygag + 24 a3 = —axsX —aysy +cz4 2 (4d) B II
By = —ysa; +xzgaz + (24 + 3) ag = —ays X+ avay+c(za+3) 2 (4d) BII
B2 = ysay —zgas + (24 + 1) ag = ays X — axg § + c (24 + %) Z (4d) BII
Bz = Tsai + ysas + 25 as = ars X+ aysy + cz5 2 (4d) HI
By = —z5a; — Y5 as + 25 as = —arsX —aysy + cz5 2 (4d) HI
Bis = —ysay +z5a2+ (25 + 1) ag = —ays X +axvsy +c (25 +3) 2 (4d) HI
Big = ysay —zsax + (25 + 1) as = aysX —axsy +c (25 + 3) 2 (4d) HI
By = Tgai + yYgas + 26 as = argX + aygy + cz6 2 (4d) HII
Bis = —Tga; — Y as + 2¢ ag = —argX — aygy + czg Z (4d) HII
By = —yoar +xgaz + (26 + ) as = —ays X +azvey +c (26 + 3) 2 (4d) HII
By = ysar — zgaz + (26 + 3) as = ayeX —azgy +c (26 + 1) 2 (4d) HII
By = T7ay + yras + z7as = ar7 X+ ay; y + czr 2 (4d) H III
By = —x7a; —yras + zras = —ar7X —ayry +czr (4d) H III
Bos = —yray +araz+ (27 + 1) ag = —ayr X +avry+c(zr+3) 2 (4d) H III
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Boy = yray —x7ag + (Z7+ %) as = ay7)“cfax7y+c(27+ 5) Z (4d) H III
Bos = Tgaj + ysas + 2gas = argX+aysy + czsz (4d) HIV
Bog = —zga; — ygas + zg as = —argX —ays y + czs (4d) HIV
By = —ygaj + rgas + (zg + %) as = —aysX +argy +c (zS + %) Z (4d) HIV
Bag = ysa; —asas + (25 + 3) as = aysX —azsy +c (2 + 1) 2 (4d) HIV
B2y = Tgay + Yo as + 29 ag = argX + ayoy + cz9 Z (4d) HV
B3y = —Tgay — yg as + 29 ag = —azgX — aygy + cz9 Z (4d) HV
B3, = —ygar +z9az + (20 + 1) ag = —ayo X +axgy +c (20 + 3) 2 (4d) HV
B3, = ygal—zga2+(29+%) as = aygifax9y+c(29+%) Z (4d) HV
Bss = Zi0 a1 + Y10 a2 + 210 a3 = aripX +ayioy + cz10Z (4d) H VI
B3y = —ZT1pa1 — Y10 a2 + 210 A3 = —ar1pX —ayi0y + cz102 (4d) H VI
Bss = —yioai+zpaz+ (z10+3) a3 = —ayroX +azp§ +c (210 + 5) 2 (4d) H VI
Bss = yioai—zi0ax+ (z10+3) a3 = ayio X —azioy + ¢ (210 + 3) 2 (4d) H VI
Bsr = Ty a1 + Y11 a2 + 211 a3 = ar;1 X +ayn y +cz1z (4d) Mg 1
Bss = —r11a1 — Y11 a2 + 211 a3 = —arpi X —ayny +cz 2 (4d) Mg
Bsgg = —ynai+aznas+ (z11+3) a3 = —aynX+ar §+c(zin+3) 2 (4d) Mg I
By = ynai—znas+(zn+3)as = ayi X —az1 §+c(z1+3) 2 (4d) Mg I
Bu = riza1 + Y1282 + 21283 = ari2 X+ ay12§ +cz122 (4d) O I
By = —Z1281 — Y1282 + 21283 = —az12X —ay12y + cz122 (4d) O II
Buz = —yppay+zipa+ (z12+3) a3 = —ayinX+aziy+c(z2+3) 2 (4d) O III
Bu =  yiza; —zppas+ (z12+3) a3 = ayi2 X —azi2§ +c(z12+ 3) 2 (4d) O III
By = ri3a1 + Y13 a2 + 213 a3 = ari3X +ay13y +cz132 (4d) Oo1v
By = —T13a1 — Y13 a2 + 213 a3 = —az13X —ay13y + cz132 (4d) O1v
By = —ypai+apast (z23t+3)az = —ayi3 X +azizy +c (213 + 3) 2 (4d) 01V
Bas = yizsar—zizas+ (zi3+3) a3 = ayisX —az13y +c(z13+3) 2 (4d) (ONAY
By = sy +y1aa + 214 a3 = ar1a X+ ay14y +cz142 (4d) oV
Bso = —T1481 — Y14 A2 + 214 A3 = —ar14X —ayny +cz14z (4d) oV
Bsi = —yuait+zuas+ (24+3) a3 = —ayuuX+avay +c(za+3) 2 (4d) ov
Bss = yusa; —zuax+ (214 +3) as = ayraX —aza§+c(z1a+3) 2 (4d) oV
Bss = T15a1 + Y15 a2 + 215 a3 = aris X+ ayi5 § + cz152 (4d) O VI
Bss = —T15a; — Y1582 + 215 a3 = —ari5 X —ay15y + 2152 (4d) O VI
Bss = —yisait+zisas+ (215+3) a3 = —ayis X+ azi5§ +c (215 + 5) 2 (4d) O VI
Bse = Yisar — Tisaz + (215 + %) as = ayisX —arys ¥ +c (2’15 + %) Z (4d) O VI
Bsr = T16 a1 + Y16 a2 + 216 A3 = ari6X + ayie § + cz16 2 (4d) O VII
Bss = —T16a1 — Y16 A2 + 216 A3 = —az16X — ay1gy + cz16 % (4d) O VII
Bso = —yisai+zigaz+ (216+3) a3 = —ay1e X+ aziey + ¢ (216 + 5) 2 (4d) O VII
Beo = ywsar—ziga2+ (216 +35) a3 = ayr6 X — ari6§ + ¢ (216 + 3) 2 (4d) O VII
Be1 = Ti7ay +y17az + 217 a3 = ar17 X+ ay17y +czir (4d) O ViII
Bex = —x17a1] — Y17 Az + 217 a3 = —ar17X —ay17y +czi7 % (4d) O VIII
Bes = —yira; +x17as + (217 + %) az = —ay17 X +ar17y +c (217 —+ %) Z (4d) O VIII
Bgs = Y17 a; — X7 ag + (z17 + %) as = ay17 X —arry +c (217 + %) Z (4d) O VIII
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