Boracite (Mg3B7ClO;3) Structure:
A7TBC3D13_¢cF192.219_ce_a_d_bh-001

This structure previously used the label(s) A7BC3D13_cF192 219 _de_b_c_ah. Calls to these addresses will be redirected here.
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Prototype B7CIMg3013

AFLOW prototype label A7BC3D13_cF192_219_ce_a_d_bh-001
Mineral name boracite

ICSD 22009

CCDC 1598808

Pearson symbol cF192

Space group number 219

Space group symbol F43c
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AFLOW prototype command aflow --proto=A7BC3D13_cF192_219_ce_a_d_bh-001
~Tparams=a, Ts, L6, Y6, 26

Other compounds with this structure
CI‘3B7BI'013, CI‘3B701013, CT3B71013, F€3B7Br013, F63B701013, F63B710137 1\/[g3]_3)7]_3)1‘0137 Mg3B7CIOl3, 1\/Ig3B710137 MH3B7BT013,
MH3B701013, MH3B71013

e Experimental data was obtained at 400°C.

Face-centered Cubic primitive vectors

a; = %ay + %ai

as = %af{ + %ai

ag = %afc + %ay

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (8a) ClI
B, = laj+1ag+Llag = 30X+ 30§+ a2 (8a) Cl1
Bs = jai+jas+jas = joX+jay + a2 (8b) Ol
B, = %al—i—%ag—&—%ag = iaf(—l—%ay—k%ai (8b) OlI
Bs = 1a = 1ay+taz (24c) B1
B = l1as+1a; = lax+ tay+ taz (24c) B1
B 3 as = jaX+ jaz (24c) B1
Bs = la;+1lag = 1aX+3ay+ taz (24c) BI
By = 1a; = 1ax+ tay (24c¢) BI
Bio = l1a;+1a = 1aX+ tay+ taz (24c) B1
Bi1 = Sa;+tay+tag = 10X+ tay + 3a2 (24d) Mg I
B2 = a1+ 2ay+ 2ag = 3a%+1ay+ a2 (24d) Mg 1
Bz = Taj+3ay+1lag = lax+ tay+ laz (24d) Mg I
By = 3a;+tay+3ag = lax+3ay+ taz (24d) Mg I
Bis = Jar+iay+3ag = taX+ tay + taz (24d) Mg I
Bis = Sa;+3ay+ fas = jaX+ 30y + a2 (24d) Mg I
By = Tsa; + Tsas + T5as = ars X+ axrsy + axrs 2 (32e) B 1II
Bis = Tsa; + T5a — 3Ts as = —arsX —axsy + ars z (32e) B II
B = Tsa; — 3Tsas + Ts as = —ars X+ ar5y — arsz (32e) B1II
B2 = —3xsa; + r5as + x5 as = arsX —arsy — axrs Z (32e) BII
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(05 3) an b (354 3) o+
(w5 + 1) 2

(5 +3) as
($5 + %) a; — (3%‘5 — %) as +
(z5+ 3) ag
(=6 + Y6 + 26) a1 +
(26 — Yo + 26) a2 +
(z6 +Ys — 26) a3
(r6 —ys + 26) a1 +
(—6 + Y6 + 26) az —
(z6 +ys + 26) a3
(6 + Y6 — 26) a1 —
(w6 + Y6 + 26) az +
(=26 +ys + 26) a3
—(x6 +ys + 26) a1 +
(w6 +ys — 26) Az +
(x6 — Yo + 26) a3
(re +ys — 26) a1 +
(—26 + Y6 + 26) a2 +
(z6 — ys + 26) a3
—(z6 +ys +26) a1 +
(x6 — Yo + 26) az +
(=26 +ys + 26) a3
(—6 + Y6 + 26) a1 +
(r6 +ys — 26) Az —
(x6 + Yo + 26) as
(x6 — ys + 26) a1 —
(w6 + ys + 26) a2 +
(z6 +ys — 26) A3
(r6 — Y6 + 26) a1 +
(26 + Y — 26) a2 +
(—x6 +ys + 26) a3
(—z6 + Y6 + 26) a1 —
(w6 + ys + 26) a2 +
(z6 — Y6 + 26) a3
— (@6 +ys + 26) a1 +
(—z6 + Y6 + 26) a2 +
(z6 +Ys — 26) a3
(r6 +ys — 26) a1 +
(x6 — Y6 + 26) ag —
(z6 +ys + 26) a3
(w6 —ys + 26 + 3) a1 +
(—x6+ys+26+35) az+
(x6+y6—z6+%) ag
(—26 +ys + 26 + 3) a1 +
($6*y6+26+%) az —
(x6+y6+26—%) as

—a(ws—3) X+a(zs+3)y—
a(a:5—%) z

argX + ayey + azgz

—argX —ayey + azg Z

—arg X+ aysy — azg Z

argX —ayey — azgz

azg X+ axgy + aye Z

azgX —axgy — aye 2

—azgX —axgy + aye Z

—azgX +axgy — aye Z

aye X+ azg ¥ + axgz

—aygX + azg§ — axe Z

aye X —azg ¥ — argZ

—ayegX —azgy + axg z
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B3y = f(x6+y6+267%) aj + = alys+i)x—a(we—2)y—a(z—3) 2 (96h) on
($6+y6726+ )324’
( T + Yo + 26 + )

B = (z6+ys— 26+ 3) a1 — = —a(ys—3) %+a(zs+3) y—a(z—13)2 (96h) Ol
(x6+y6+26—%)a2+
(mﬁ—y6+ze+§)

Bu = (mtwmrntdat = almtd)realord) yramedz @) O
(x6+y6—z6+%)a2+
(966—?/6-1-2’6-1-%)3

By = (z6 — Y6 + 26 + 3) a1 — = —a(we—35) X+a(z+3)I—a(ys—3) 2 (96h) on
($6+y6+26**) ag +
( Te + Y6 + 26 1 )

By = (x6+y6_26+%) a; + = —a(z6—3) X—a(z—3) y+a(ys +3) 2 (96h) on
( T + Yo + 26 + )32_
(1'6“"?46"‘26_*) ag

2

By = (mg—i—ys—l-z@—%)al—i— = a(zs+3)%—a(zw—3)y—a(ys—3) 2 (96h) oIl
(xe—y6+ze+ )324-
(966+y6—2’6+§)

By = (3364'96—2’64‘ )a1+ = a(z6+%)§(—|—a(y6+%))7—|—a(:176—|—%)2 (96h) oIl
($6*y6+2’6+ )az+

(*936+y6+26+ )
Bus = (x6+y6+z6—— ai + = afz+y3)%k—alys—35)y—a(zs—35)2  (96h) O I

)
( Te + Yo + 26 + )32+
(mﬁ—y6+26+ )
By = ( T6 + Ys + 26 + ) = —a(zg—%) )“c—f—a(yf;—&—%) y—a(xG—%)i (96h) Ol
(x6+y6+26_l)a2+
(z6 +ys — 26+ 3) as
Bus = (x6 —ys + 26+ 3) a1 + = —a(s—3)%—a(ys—3) 9+a(zs+3)2 (96h) Ol

)
(566+y6 *ZﬁJr%) az —
(I6+y6+26* %) ag
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