Boric Acid (H3BOs, G51) Structure:
AB3C3 aP28 2 2i 61 6i-001

This structure previously used the label(s) AB3C3_aP28_ 2 2i _6i_6i. Calls to these addresses will be redirected here.
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Prototype BH303
AFLOW prototype label AB3C3_aP28_2_2i_6i_6i-001
Strukturbericht designation G5y
ICSD 52290
CCDC 1617061
Pearson symbol aP28
Space group number 2
Space group symbol P1

AFLOW prototype command aflow —--proto=AB3C3_aP28_2_2i_6i_6i-001
—~params=a, b/a7 C/a7 a, 67 Vs L1, Y15 215 X2, Y2, 22, L3, Y3, 23, L4, Y4, 24, T5,Y5, 25, L6, Y6
26,L7, Y7, 27, L8, Y8, 28, L9, Y9, 29, L10, Y10, 2105 L11, Y11, #11, L12, Y12, 12, 13, Y13, 213, L14, Y14, 214
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Triclinic primitive vectors

ay; = ax a1
a3
as = bcosyX + bsinyy az ‘\
ag = cz&+cyy+czi 3
Cy = ccosf3
¢y = c(cosa—cosfcosy)/siny N
c, = 2 —c2— cg
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yas + 21 a3 = (axy + by cosy + cpz1) X+ (21) BI
(byrsiny +cyz1) ¥+ c.212
B, = —ri1a; — Yy as — 21 a3 = — (ax1 +byy cosy + cp21) X — (21) B1
(byr siny +cyz1) § —c.21 2
B; = Toay + ys as + 29 as = (axe + bya cosy + cp22) X+ (21) B 1I
(byasiny + cyz2) ¥+ c.22 2
B, = —Toay — Yz as — 22 a3 = — (ax2 + bya cosy + cp20) X — (21) BI1I
(byasiny + cyz2) § — c.22 2
B5 = r3al + Yz as + z3as = (ang + by3 COs 7y + Cm23) X+ (21) HI
(byssiny + cyz3) ¥ + c.23 2
Bg = —r3za; —yzas — z3as = — (ax3 + bys cosy + cp23) X — (2i) HI
(byssiny + cyz3) § — c,23
B; = Tga) +Ygaz + 24a3 = (CLLE4 + by4 Ccos 7y + Cx2’4) X+ (21) HII
(byasiny + cyza) §+ c.24 2
Bsg = —r4a) —Ygas — z4 a3 = — (azq + bygcosy + cpz4) X — (2i) HII
(byasiny +cyz4) ¥ — 224 2
By = Tsaj + Ysaz + z5as = (Cl$5 + bys cosy + 03;2’5) X+ (21) H III
(bys siny + cyz5) § + c.25 Z
Bio = —ZI5a1 —Ysaz — 2583 = — (azs + bys cosy + cz25) X — (2i) H III
(byssiny + cyz5) ¥ — .25 2
Bi1 = Tgay + Yeas + 2¢ as = (axe + byg cosy + cp26) X + (21) HIV
(bys siny + cyz6) § + c.26 Z
B = —Tgal — Yga — 26 as = — (azg + byg cosy + cp26) X — (21) HIV
(bys siny + cyz6) ¥ — c226 Z
Bis = T7a; + yras + 27 as = (azy + byy cosy + cp27) X+ (21) HV
(by7siny + cyz7) § + c.27 2
B = —xra; —yrag — zyas = — (az7 4+ by cosy + cp27) X — (21) HV
(byrsiny +cyz7) § — 27 2
Bis = Tgay + ysas + 2g as = (axsg + bys cosy + c28) X + (21) H VI
(byssiny + cyzg) § + c.28 Z
Bis = —Tga; — Ysaz — 2z a3 = — (azs + bys cosy + czz8) X — (21) H VI
(byssiny + cyzg) ¥ — c.28Z
By = Tgaj + Yo as + 29 as = (axg + byg cosy + czz9) X + (2i) O1

(bygsiny + cyz9) ¥ + c.29 2



Bis = —Tgay — Yoas — zg as = — (azg + byg cosy + cp29) X — (21) Ol
(bygsiny + cyz9) ¥ — .29 Z

By = Zioai + Yo az + 210 a3 = (ax10 + byro cosy + cp210) X+ (2i) oIl
(byrosiny + ¢yz10) ¥ + c.2102

Bz = —Z10a1 — Y102 — 210 A3 = — (az10 + by1o cosy + czz10) X — (2i) O 1l
(byrosiny + cyz10) § — 22102

B21 = T11 Al + Y11 Az + Z11 Qs = (axu + byll COS 7y + 01211) )A( + (21) O III
(by11siny + cyz11) ¥ + c.211 2

B22 = —Z11a1 —Yi1a2 — 21183 = - (a$11 + by11 COS 7y + szll) X — (21) O III
(byr1siny + cyz11) § — 2211 2

B23 = Tig2 a1 + Y12 Az + z12 a3 = (axu + by12 COs 7y + Cm212) X + (21) O 1V
(by12siny + cyz12) ¥ + c.212 2

Bay = —Z12a1 —Yi12a2 — 21233 = — (az12 + by12 cosy + czz12) X — (2i) O1v
(byr2siny + cyz12) § — 22122

B25 = T13ag —+ Y13 Az —+ Z13 as = (a(Elg —+ bylg COS’)/ —+ szlg) 5( + (21) O V
(byizsiny + cyz13) § + 2132

B2s = —T13a1 — Y1382 — 213 a3 = — (aw13 + by13 cosy + cz213) X — (21) oV
(byizsiny + cyz13) § — c.213 2

B27 = Ti4 a1 + Y14 A2 + 214 A3 = (a:z:14 + by14 COs 7y + Cm2’14) X + (21) O VI
(byrasiny + cyz14) § + €214 2

Bos = —T148] — Y14 83 — 214 A3 = — (az14 + by14 cOS7y + cp214) X — (2i) O VI
(byrasiny + cyz14) § — C2214 2
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