Squaric Acid (HoC40y4) Structure:
A2BC2 mP20 11 4e 2e 4e-001
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Prototype CyHO,

AFLOW prototype label A2BC2_mP20_11_4e_2e_4e-001
Mineral name squaric acid

CCDC 1194137

Pearson symbol mP20

Space group number 11

Space group symbol P2, /m

AFLOW prototype command  aflow --proto=A2BC2_mP20_11_4e_2e_4e-001
—~params=a, b/a7 C/a7 ﬁv L1, 21, X2,22,X3,23, 4,24, L5,25, L6526, L7, 27, L8, 28, L9, 29, L10,
210

e The monoclinic form of squaric acid is stable below 373K, or 516K for the fully deuterated structure. (Semmingsen,
1974) Above that temperature it transforms into a tetragonal form, where a = ¢, the carbon atoms form a perfect square,
and each oxygen has a 50% probability of being associated with one of the hydrogen atoms.
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Simple Monoclinic primitive vectors

az2
23!
a; — aX
az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a + iag—i—zl as = (axq + cz1cosB) X+ iby—i—czl sin B z (2e) CI
B, = -z a1—|—%a2—z1 as = — (azq + cz1 cos B) 5(—|—%b$f—cz1 sin B2 (2e) Cl
B; = Toa; + %ag + 29 a3 = (axg 4 czocos B) X + iberczQ sin 8 Z (2e) CII
B, = —z9a; + %ag — 29 a3 = — (azg + czo cos B) X + %by—czg sin 8 Z (2e) CII
By = r3a) + iag + z3 a3 = (axs + czzcos B) X + iby—i—cz;g sin B (2e) C III
Bg = —x3a; + %ag — 23 a3 = —(ax3z+czzcosfB) X+ %by— cz3sin Bz (2e) C III
B, = T4a; + %ag + 24 a3 = (axy + cz4cosB) X + iby+cz4 sin 8 Z (2e) CIvV
Bsg = —z4a; + %ag — z4a3 = — (azy 4+ cz4cos B) X + %by—cz4sinﬁi (2e) CIv
By = T5ag + i32+25 as = (axs + czscos B) X + iby—i—czg sin 3 (2e) HI
Bio = —x5a; + %ag — 25 a3 = —(aws+cz5co88) X+ %by—ca—, sin B2 (2e) HI
Bi1 = Tgal + %32 + zg as = (axg + czgcos B) X + ibercz(; sin 8 Z (2e) HII
B, = —Tga; + %ag — zg a3 = — (azg + czg cos B) X + %by—cz(i sin Bz (2e) HII
Bz = r7a) + iag + z7 as = (ax7 + czrcos B) X + %by—l—cm sin B (2e) OI
By = —x7ay + %ag — 27 a3 = —(ax7+czrcosfB) X+ %by—cwsinﬁi (2e) OI1I
Bis = rgal + iag + zg as = (axs + czgcos B) X + iberczS sin 8 Z (2e) OlII
Big = —xga) + %ag — zgas = — (axg + czgcos B) X + %by—czg sin 8z (2e) oIl
B,y = ZToag + % as + z9 a3 = (azg + czgcos B) X + iby + czgsin Sz (2e) O III
Bigs = —zga; + 3a; — 29a = —(azg+czgcosB) X+ 3by — czgsin Bz (2e) O III
By = Tipal + i ar + 2109 a3 = (ax10+ czipcosf) X+ iby + cz108in B Z (2e) o1V
By = —210a1 + % as — 210 as = —(axy19+ czipcosf) X+ %by —cz198in 8z (2e) o1V
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